f 



PCT/JP03/10238 
a + n ^ ^ 09.09.03 

JAPAN FATENT OFFICE I REC D 2 3 OCT 2003 



WIPO 



PCT 



This is to certify that the annexed is a true copy of the following application as filed 
with this Office. 



iL^fJUL 2 0 0 2^ 8B13H 



Date of Application 

m m & 

Application Number: 



2002-236129 
[ST. 10/C] : [JP200 2 - 236129] 



PRIORITY 
DOCUMENT 

SUBMITTED OR TRANSMITTED IN 
COMPLIANCE WITH RULE 17.1(a) OR (b) 



I V 



Commissioner, 
Japan Patent Office 



2003^10^ 9 B 

> 4 4 




#H 2002-236129 



[HtHH] 
[^S##] 
[£>T5fe] 
[I 



[ft*] 

[ft*] 

[ftMX(i®Bff] 
[ft*] 

[ft*] 
[#£§§#] 

[ft*] 



WU4^ 8J113H 
P02-0086 

C07K 14/00 
C07K 14/435 
C12N 15/12 

n^mmm-mn^K^mm 1-7-22 m&mft 
^^jiim^Mm^BE^wr 1-7-22 a'fb^w^s 

^m^M^rtr^-f $<*JS. 2T§6fi7 StafeA* 
/MR Hfc 

^t**M?Trfj ^-f $ 2 T B 6 #ife 7 ItSJv£A 



ttilBE# 2003-3083148 



#M 2 0 0 2 - 2 3 6 1 2 9 : 2/ 

[f»#-f-] 000006792 

[mwm^] 596175810 

[»SU#^1 100092783 

03-3273-2611 
[«!3U#^"1 100095360 

[»J#-^] 100093676 

[#a±] 

[fttSW#-^] 100112726 

[ftfexti*^] mm m 

[ffi$m-%] 100116850 

Ufc&Xtt£lfc] urn ^ 



HilE# 2003-3083148 



#H 2002-236129 ^-v : 3/E 




IlWBII*^! 100114409 

RMft***^] 157061 
Wtt&m 21.000P3 

1 

KM 1 

mmm i 



&1E# 2003-3083148 



mm. 2002-236129 



^-v: 1/ 



WISE 1 1 

mm&k 3 ] 

m&x.m u jt k c 5tdt* o a ~ 5 iso r * j msm^xm t fc r ^ j mse^j 

&^ru r^mt^9 2~i o 6T$>&* v^^sx^-ett^o^o 
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1 0 ] 

[»3fcSl l l ] 

DM 1 2 ] 

nt 1 3 1 

[»*3U 4] 

IMh fc^tffjt*:® 1 ~fif*^4 ov^-ftL^— olcffilRo^ fc»i*-*L 

bwmRTF/xim-i&mi ~»*^4 wr^— QKfafco* w^for^ 

[ffi*^ 1 5 ] 

1 0 icsa«o^«rfflv^ii*^ 1 ~m*^4 ov>-r *L5&>— oiciamo 

[!!*£ 1 6 ] 

o 

[W*^ 1 7 ] 

lit, SRWiftrttw^Jtsit^o^aRlBlill^&Mifc, £^rfr> 
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3/ 



[W#3U 8] 

fpmir&lb&W ^3>ifa-^ _h*C4*J6i"&xe t £^t> lit 3^ 1 4 <o 

4 OV^-ftt^— oKIB^O* V^ROT ^ ;wmm*i*&tti&iiZ&tE't& ? 

ktib^ »^ai#«3i^H-r »>\ i~2o ov^-rn 

[I»*fi2 0] 

ftflsHKiffiW^l ^|B«0^#^5t'lf#<7)9*>> (Val26, Lys27, Glu47, Arg 
67,Lys83, Ser86) <DT $ J m^Kffi^&^#04f #£ffl^£fi^ 1 8 \Z 
tamo X * 'J - - > j£ e 

[fjf 3t£ 2 1 ] 

ftf^l 8~lt^2 0<7)V^-ftL^-oHfB^^tL7t^^ U 

fc{±^tL^O^t>VXfi«^l~»^4 0V>rtL^-o^|B^^>/^ 
[»^2 2] 

i~2o (D^-fthfrKtmztifc* y^tnntLom&o*) 

iHfE# 2003-3083148 
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[0 0 0 1] 
[0 0 0 2] 

[^*o^#f] 

[0 0 0 3] 
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19 & c t nmm tft&o 

[0 0 0 4] 

v> 0 tot, i3tlMl^w^I^7 7 5 V-Ojfci *) fcj&>fcD4>fcv»tt 
[0 0 0 5] 

[0 0 0 6] 

BW§#*ftL J: ? i: 

[0 0 0 7] 
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6/ 



»3i#*r Kit t 9 9 M it»b iz 9 wc 9 % & ? > 9 A KfrMI- & t 

m# tc^ijM-r & £ £ t± t ^ & ^ o tz o 

[0 0 0 8] 

[RS £ Z>tztb<D ¥&\ 

l&mti^ Z<D£o%m%KmfrT%:%titzi>V>'e, Tm<7>X^^9>^9M 

( 1 ) K?!l#^ 1 £IB«3 frfcT S WOBfflfr htzh9 >^9MXit^r<D^ 0 
%> 9 9 %JL\$ -e ti h (D-i&o 
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7/ 



mmz^u T$;m%&m&9 2~~i 0 6x«$>z>*y^mxi* j tfot><Dm.o 

(4) (1) > (2) x»± (3) iciBmo^>^^®<^T^/m@a?!i^^^^> 

(1) „ (2) XH (3) kz%m<n*>'<?Mtn&mm—v>Wfe*&'?&? 

(5) (1) ~ (4) Km&zfrfzfy^tM^-ffrfri^v? w^rot 

( 6 ) S£?iJ#^ 2 , 4 . 6, 8 , 10 Wf tifr— o ICSBIR $ tt/i^E^J 
(5) fcfB*W>#y:a*V'*?-Ko 

(7) (5) Xii (6) ICfSfcO^V^^ V^-^K*#^1~^l&^o 

(8) (5) xti (6) niBmo* o, ;^^^^^-F^^i"^^^^^^-o 

(10) (1) ~ (4) (D^-ftifr— -DKUWL<0*ys*?%fcH1r2>irL&o 

(id do) K%m.<vmfc*'§ts mm Q 

(12) (9) lz&m<OJ&W&8&**&*^ 9>si?fl*£MZit&JM*iZ 
tf, (1) ~ (4) <jdv>1**l^— otcfsm<£>? fc*i**tfeoi£oiiyi 

(13) teWUfe^w«^jR#^*fflv*4C t*mfflLt1rZ> (1) ~~ (4) ov> 

(14) (i) ~ (4) ov^rtt^— oKtm.^>^y^^Mtm^Mt^m 
mt&jcMt , mis* >vc* Ktmmmn t tm^ftm z-t &*mmt 

ZJll&tZ^ls (1) ~ (4) OV^-f^-otcfBm^^>^°^«*^ii-?-tt^ 
<DM.RX?/Xte (1) ~ (4) O^-ftL^— o^ffif^* w?^SC<7>T^ ymSfi 

(15) do) tcismot/L^^fflv^c (i) - (4) o^-r^-oicfsmo 
do) (15) KmmofcAumzm^tz, (d ~ (4) (d^-tk^-^^ 
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o 

(17) (1) ~ (4) <D^rfrfr~^^M<0?>^?M*ffl)&ft^%^& 

o 

(18) (1) - (4) OV>-f*L:d>— oUSBtfO* >s*?m<D5Lftm3kKW1-2> 

^m^Mk&m*^y^^-9±.x*mfctz>?Mt*^t* (D ~ (4) ov* 

-ftL^-o^fam^^ ii:l**:fnh<DiatRXF/Xte (D ~ (4) <D^ 

(19) |ijfS^>^^®^S:#«at^M-r^'lfW 5 \ 3l#»3£ffi«S& 1 ~ 2 0O 

frb&&?y'**M<o$.i$mT£m®.-?$>2> (is) icfam<^^ i ;-->^& 

o 

(2 0) iLim^Mmmi £!B*0:£^jSflHW>3'fc. (Val26, Lys27, Glu4 
7, Arg67,Lys83, Ser86) <7)7 5 y^St:ffiitSWf (18 

(21) (18) ~ (20) OV*i**t*»— otC|B«t$*Lfc^^y-->^4fe^ 

(1) ~~ (4) ov>r*t^— o£lMft$*Lfc* w^Ifcti^ft^^ 

I>gfc£^tr (1) ~ (4) OV>-rtt^— oH|B3R$*t/i^ 

ifcRtf/X** (1) ~ (4) <D^i*tLfr-^Ktm<o* y;*?n<v7 $ s^&W 

(2 2) 3z:#«7tM#^l~2 OOV^r^lCfBtt^^^V^^Roaiflcflljt 
O 3 T 5 y 8~98fi^7^ BSSyfeO * W« * R037-#^I1f «fc 
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Ml-&tiftft£ffiv>-C\ (1) ~ (4) OV>i*tL^— ofcBBtt*> ROTS 
sW&fflt 3 0 %J^_hco^|Wltt^^-r^T ^ y *E5lI**'t*fliai*»^ 

[0 0 0 9] 

So #*9!l±> J: 9 @E?i]#-f-:U 3, 5. 7. 9 OV»-f*L**— 

3x£CAP-Gly*f >f V * W?? SC. X{±@5^J## 7 KffittS ^7^/ 

[0 0 10] 

(CAP-Gly H*>f V) 

CAP-Gly(i> cytoskeletal-associated-protein-glycine-conserved domain <£> 

^ ? R *#Jft-r * o CAP-Gly l±$&£&<Dl%\t\ m2ft&fr ^^^y 

>&r'B'A,f£ i S|j$ : £:"g'if [Riehemann K. , Sorg C. Sequence homologies between f 
our cytoskeleton-associated proteins. Trends Biochem. Sci. 18: 82-83(1993 
)] 0 roh^/fV*^ W^ftUtt, HBIftrt/WI&#i:«W^S:i6«-ra 
^fS^T-f 7^>h^K®-r-S160 kD O^WfOl/^fV (restin) (M 

•y%-9>'*9 ytrro ttzit aip-i7ofc kmsfrz) > W8&tMn<r>y 

4^9^-^ [150 kD ©^-Vil^iJ^f K (DAP) ] „ T^-r^^-^I 
<&±55fcJ&5^**Drosqphila glued«£-# > *&#^0|fcMif0^jfc • £ 

WW9 ys*9MNI?lQ0 (NIP80). h * >vn'^ JCCKAP1/TFCB. Schizosaccharomy 
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ces pombe * K^alplK C. elegans >/**Ri:*i56$ft&F53F4.3 

iifc^iiCov>t(±, V^-T^K I AAO 8 4 9 

fcttJ: <&£fr/^l^&MB£c#-- Bioscience li^^f^ 1 ;- 
aMfe? • WPfflflftsT- P113-115 #±*± 2000)o #IJB^jfflll&lfi«r5l§fei 

h—^SfS^ 5 ^r£"C&& (Weinberg RA. The retinoblastoma p 
rotein and cell cycle control. Cell 81, 323-330 1995) 0 
[0 0 11] 

^mKmMLfzmtt (KIM0849) U\ t h O * 
JD§CH*^^**£fc#&e>*L*CV»& (Nature Genet. 25,160-165 2000) 0 KIA 
A0849OJ&5H-& * Vj* 4 >tffeffiomR'l?$>&friZ$zf£'^W"e 

CAP-G1 y#K^>* v/^St*^^OMH^fca£fc#^fl!£ 
[0 0 12] 

T^ym^M^Jib^r^ymSE^J^iS^T. l£L<tiiM® (1-9M.J3 1 
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[0 0 13] 

U iiO^E^^-vftJc^v^^jRISaSrtfv^ %hfctz 4 vtcWRtfr 
U iOl«K^>f >(7)7 5 ymSB^li^J: St* 5£i|-f*o EP*>> * 

[0 0 14] 

vtO^j: ^Offife^Wfc^&^tWf^ttfc^S; (#112001 - 309434-^-B^ 
3ffl»#RR) . deleted DNAv ^75V- fcGFPtf>*a*£-frHi: (#H2001 - 062703"^ 



ttJiE# 2003-3083148 



8&m 2002-236129 



^-v: 12/ 



i J) , w >«Mt#^?> gift kj* w ^*^m-r^»»^iS]Jii-^>o 

[0 0 15] 

[0 0 16] 
[0 0 17] 

56 U A^S^^^i^^K^^^^^^^^^^S^^^^K^ t- 
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[0 0 18] 
[0 0 19] 

&v^§^fiVak Leu> He* ^<0^ f^S^n h > icffi^i"^ v^^O. 8ppm 
^ffcU v^f-;V^M1HJ (0.7ppm^P>-0.5ppmft)3£) C'>7ht4. 

[0 0 2 0] 
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[0 0 2 1] 

NA, 7 7 - y DNA^# S W <b 0 

7>7*^ K DNAt LTJ±, ifcll&BfiS&O:^** K (fUxJ^pRSET, pBR322, p 
BR325, pUC118, pUC119, pUC18, pUC19^) . ^$1^7*7^5 K (#ixJip 
UB110, pTP5^) . ^«rfi*^7°7^5 K Wx.!JYEpl3, YEp24, YCp50^) & if 
ri^fibtU ~7 t — vDNAi. LT f£ Hy-y (Charon4A, Charon21A > EMBL3, E 
MBL4> AgtlO. Agtll, AZAP^F) ^Wb*i-&o ££>^ V Y u v 4 )V 

y^n-jv^ mmmvin-fr, wr-?-*--* v^y-^^w,n (smn 

[0 0 2 2] 
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#JP, 2002-236129 



^-v: 15/ 



x?*>xnr • 3D (Escherichia coli)#£>^y 1) tTl, /^;VX • X 
■f^VX (Bacillus subtil is) #<7)/^;v;^ ya-FW • ^ (Pseudo 
monas putida)#0 K^XJR. U Vfcf* A ^'jnt-f (Rhizobium meli 

v^(Saccharomyces cerevisiaeK ^V'ty^n^-fe^ • ^✓'^(Schizosac 
charomyces pombe)#Oi£#> 3 fefcCOSffllft, CHOlB^^ii^^ffl^^^fb tt 
So &&vM±Sf9, Sf21^0^m»«rfflv^^i:^-e#^o 
[0 0 2 3] 

^> <g¥***tEy!lfc* 0#tf£*^fv»*Cfc^ft lv^ 0 Xn^-*-& 
[0 0 2 4] 

■XMmtVXiZ, «Iilfx<r>xVli7 • * y (Escherichia coli)K12, DH1& 
Zitmifbti^.ffi&mt LT fi> $jxJ£/^;VX • XX-f-V* (Bacillus subtil 

is)£^#^f ktt&o ^n^-^-tuii> ^M^ai^-eHia-eia 
k<^£*Ltfvv-f*i.£ffiv>T& ±v> 0 Wx.fftrpXn-=e-*-, lacXu-=e-*- 

-^-^fflv^^o tacXn J: 3 fc^ A»WJwRW-gfcag$*tfe 

A>f*V*fflv»S^fe (Cohen, S.N. et al. (1972) Proc. Natl. Acad. Sci., U 
SA 69, 2110-2114K V* h n v a >&&&mift>H&o 

[0 0 2 5] 

l£#£;fi± 1" fllx-fcTtf- y*nU^'*l/ e>> J.(Saccharomyces 
cerev i s i aeK v 7*n5>b7, • ^y^< (Sch i zosaccharomyces pombe) ^ tf t: 
T -^X h V^(Pichia pastoris)*^56*fflv^tL*o £<a#£\ Xn*-*- 

LTt±*«^-CI&a-C§* tO-C2btLtf#tcR5S$*Li*^ #!lxJfgallXn-=e- 
gallOXn^-*-, t-bVay^^^Ryn*-^, MFalXn 

aJWiE# 2003-3083148 
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^E-^-, PH05:/n*-*-. PGK^n^e-^-, GAP7°n^e-*-, ADIT/n^E 

n^V-y a (Becker, D.M. et al. (1990) Methods. Enzymol., 194,182-1 
87)> /;7xny7^hft(Hinnen ( A. et al. (1978) Proc. Natl. Acad. Sci., 
USA 75, 1929-1933), W&tV A^Kltoh, H. (1983) J. Bacteriol. 153,16 
3-168)^rt*^f btl&o 

W}Wffll&*fc£.tt2>Wi&lZ> "9-;^»C0S-7, Vero, f t^f^-XAA^^ 
-Willi (CHOM) > v^Utt. 9-yhGH3, ti hFUBfl&fc Wfflv»€» tt 

[0 0 2 6] 

IM^IIitt^f^l^ Sf9«, Sf21»^^fflv^tL^>o 
[0 0 2 7] 

(#L#) 

[0 0 2 8] 

^O^-Bn f!)x.^Tycr/^> h «rfflv*T100~500/ig-e*>&o 7ya^> h t t 
Tt±> 7n>f V h^7^a;ry h (FCA), 7 0>f > h^rVa/O h (FIA) 

[0 0 2 9] 
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ffit, i~ioiik $f^L<tt2~3ia^^ff-9o -etr. &&<o%,&Bfrk e 

—60 1:^1 4: $1^ t ^ *^#L#fi6 £ tk L B KM. L > JfafW* & o 
tfj/fM^M^t^ 05^5&5Ka85S^ (ELISA ; enzyme- linked immunosorbent assay) 
> 1&ttmi&fflfe&mk m , radioimmuno assay) 3* *)fr d i t &o 

[0 0 3 0] 
[0 0 3 1] 

[0 0 3 2] 

tilt, 8S*MHRte**U 5tc*-fr«>«JRT?tiHATa^JS«l (^^^>"^> 
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LT(iP3X63-Ag.8.Ul (P3U1) , P3/NSI/l-Ag4-l. Sp2/0-Agl4& t^v 

JfiUffc-a-f &v>DMEM, RPMI-1640^%^ t^ldtlM^M^^^. #L#m£. 
TO t ^ J- n - -?mm t £ 15 : 1-25 : lcoftl^T^I^ U # 'Jxfi/>^ij3- ;v 

[0 0 3 3] 

V-^v^f&o a^ij K-v<^)^^ V-^>^*{±> S'Sro^^ 

LfzV ^^K^itiZigmJimv-UZnmL, mm^Mm^& (ELISA; enzym 
e-l inked immunosorbent assay) ^ RIA (radioimmuno assay)^^ J: o T.X ^ V — 

[0 0 3 4] 

[^e 7 ^ n - ;l-tn:#:<7)^] 

^^lOro^^IflLTt-a-^* RPMI-1640^«iiMEM ^ite^Ifr^ttig*^^ 
i§#<&JS*&tt (^Jx.(f37lC, 5% C0 2 a^) X3~10Hr H ^*L> ^r<D^m± 
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[0 0 3 5] 
[0 0 3 6] 

*fflv»tUv», ^fltLT^ ?>3-;*, 7^*b-*> **n-*, -r 

'jvk^^^a, igm^^^v^A^ mit 

& o 

[0 0 3 7] 
[0 0 3 8] 
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& £ Kfcfc>f y 7°n t:;V-/?-D-^;*f 9 * h fcf^ / v K(IPTG)^£, trpT" 
[0 0 3 9] 

[0 0 4 0] 
[0 0 4 1] 

) 

^i§^(±, te«^>/^«^m^ffiv^, @e^ij#-ti> 3> 5, 7. 90 

<£ TOJff 7 KiBlfc $ tlfzT ^ y m@S^J <E> N 5fc3& tf> t> 0 4@ ~ 1 

U 7 5 7f?|» J 9 2-1 0 6 * R<DW&3&*>&&'t 
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o 

Tti, #fh2rP?S2 000-17569 5"t& ^&wfBfc$ *LTv>& 0 
[0 0 4 2] 

MJMtra^ mm > m m^mwrnmrn) , 

jfe^ W*?mfoM&* ^*L-iHBIfe, v bH^cAHB^ HeLaH 

^Ojfitfd?&"e&c>-C& (Clemens, M. J. , Transcrip 
t ionandtrans 1 at ion— apract i cal approac 
h, (1984), pp. 231-270, Henes, B. D. hHiggi 
lis, S. J. jH, IRLPress, Oxford) o 

«jaflawffi^{i i ;^v-^> t r n a ^ ^ ^ s^tc^f^M* t 

ttZtibm* tv> 0 ®&&WL<nMm±, 03x.tfP r a t t, J. M. *b, Tra 
nscription and translation— apractica 
1 approach, (1984), pp. 179-209, Henes, B 
. D. hHiggins, S. J. M, IRLPress, Oxford KUM 
^S^fiTil), J^tfjKte. 7l/Vf7 , V"^i:i5l# (Pratt?) 

ttltilli^if S 3 0«BJ§&fflfflifc"C*&o S 3 0«*fi&$Lte> ^IIB L 2 1 
C o d o n P 1 u sm^Wtm^>^> mkiiP r a t t h Chfc) O^te^ 
t£o Tiii&Tr § & t> &&WiP r ome g a%fc^N o v a g e ntt^£>lp"IR£ 

ffilE# 2003-3083148 
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[0 0 4 3] 

imvmm.1 

il^fflv^it^tl^o /h^^--;VRJSffl^gt L-m> MxJfD i s p 

0 D i a 1 y z e r (S^iSISO (S p e c t r u mttUD ^ S 1 idea 

1 y z e r (SttiftHQ (P i e r c ett^) £*t&o 

^^-^K^^-et ttii, S p e c t r a/P o r (Sftftft 
) S*fffl^3--t/ (S p e c t r umttS) £$I^T?#&o 
[0 0 4 4] 

[awfrt«] 

m Kit, *mms3 om(ommmmmmm<omK, 

mDNA^KtiRNA (mRNAf) > ATP (TfV v > 5 ' -= V 

>m.) > gtp (^ry^>5'-~vym) ^ ctp (v^v>5'-= i ; 

Vf) % UTP (^'J^>5'-H'r/i) > «*8U tt*U T^SWi, RN 
7 — tfRMESU tm%k ^i^RNA^'J^^-f (DNA^tltLT 

„ ,fi;xf W^iJ (ix.iJ# 8 0 0 0) > 3\ 5*-cAMP> t 

^TrtM^^Mtttii^ RN7- Vmmffl, DNA&L<teRNA. RN 
A^'J^7-^iV^^#ffflf ISo >Bfe«i8u ATP> GTP 

, ctp, utp, mm, 7 5;e atw«i*if**tfifc^§ao astral 

[0 0 4 5] 

DRME] 

Itli, Mx.lfHe p e s-KOH, Tr i s-OAc^i^j:! 

ttllE# 2003-3083148 



2 0 0 2-2 3 6 1 2 9 5> I 23/ 

DNA**SkL"Cfflv»S»^»w»±RNA^y^9— 

O 

[0 0 4 6] 

2 5~^J5 0^ L<ii3 7m5#, fcft^WffiSfcOttftWffiift* 
2£> Sk^aaK* L<»±«^3ftSE»41&3*. 00~200rpm£ 

[0 0 4 7] 

;n>m^^>^ SfJL<l^5 0 0 0 0^;v> v^lWUJLtofco 
[0 0 4 8] 
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, 77^7^^D7f^77'f-, ^51^7^7 7^- HPL 

[0 0 4 9] 
[0 0 5 0] 
[0 0 5 1] 
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i^-Ci^ t!L#:&fflv^* W^S^^S^&t LT^, Mx.«\ ^>K-f 
[0 0 5 2] 

zm^z ui-c, &§&m<o ? >s*?M£i®z.'ftmirz>it&M<7)x ?v-> r% t* 

[0 0 5 3] 

[0 0 5 4] 

(4fl««Mf) 

NMRti^Mjlt> XHMI^^iot 

[0 0 5 5] 

(NMR) 

(#fc&##cjrcNMRafl5£) o ^ v^<^Kt^ratt#««'r*fiaifttfliffltt 

lf"C2b 0 > flflx-fcT* Clore, G. M. & Gronenborn, A. M. 
, Science, 2 52, p. 1390-1399, 1 9 9 1 *$<DXMK$SM 

W£ Lv» 0 ^ WC^JtO±0O#»«r, 13 C> lBN&tfZ 

001-51423 9) o 
[0 0 5 6] 
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L< ii, I PAP-HSQC^^ h;v<7)«IM#^J:^15N-lH^tf> 
«ffr5»0«|je«:^fdo l"I PAP-HSQC*^* WVJ fctt, Hft*> Rtt 
ffi^)2o(7)HSQC^^^ h/l/fclWKaiaiU W^O*^* h ;K£>JE.L&fc>-£ 

tf >j££-56&£ h & CO M5fefet?* £ o 
[0 0 5 7] 

2»±©NMRSta Ht^v7 fil^Tfc^o tflUff, 2^7CNM 
Rtttli2D, DOQ-COSY, TOCSY, NOESY, HSQCf, # 
#C7CNMR LTf±, HNCO, HCACO, HNCA, HCA (CO) N, H 
N (CO) CA, HNHB, CBCANH, H (CA) NH, HB HA (CO) 
NH, HCCH-COSY, H CANH, HCCH-TOCSY, HCACON 
> 15N-NOE S Y-HSQC, 13c -N O E S Y- H S Q Cf^ftt t L 

MRJ (^ffiJSu 1 9 9 6, IfflM) ; rB*£MM*£» *Hfe^b^Ofc 

tfttr (Mmt^mA, 2 0 0 1^2^) B*I«*^fK2 1, p. 

4 5 0-4 5 9, 1 9 9 6; ffl^t^ ft^^Ii f49t %2*r p. 1 

5 5- 1 5 8, 1 9 9 6fi:#j|^tltv^ 0 

[0 0 5 8] 

[0 0 5 9] 

L<fi, ik^i/y h'BM<Ofcft(Di) <D t It, NMR Pipe, PIPP, C 
app, Fel ix, NMR View, XEASY, ^^fit^ftllV 7htl 
TX-PLOR, CNS, DYANA, DYNAMOS & M ^ "C^jt^ O o 
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[0 0 6 0] 

fcfc. &m&M<V3&7£Mm.%B£hfrl l zLX^< i><DX$>2> (B l u n d e 1 
1, T. L. ^Johnson, L. N. , PROTEIN CRYSTAL 
LOGRAPHY, 1 -5 6 51, (1 9 7 6) Academic Press 
, New York) 0 
[0 0 6 1] 

? nvisimvL «r ftje-r sit t > ^M?tmi» mKftm-tz w&m £ > 

[0 0 6 2] 

exiDock> FlexX^O? V^'s^aW iTZ/ fv*>f >t=*^ >yi/$. j. — v 3 yy y 
h V^TZm^X, Oracle^ 1 ; V- v 3 ^-^^-^^-^tc^^^/di:^ 
(^filOOOmT) ft^7^/7'J- (fcfc&tfm50000«) 

* r-x * v - - > 0 c: o ^ -< -fj y - o>fb^%@iiC0NC0RD#^ y n ^ 

y AX 3 ^7n«3t SrtM L> fSttfltfi K teft&ib % ^® %>zt IPX £ * 
o Mitfifz^dM<0^^^ Insight II^MOE^Ov^ I/ — v 3 >:/n^-7 A£JS 

[0 0 6 3] 

tBII#2 003-3083148 
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FlexiDock: Tripos Inc.FlexX: Tripos Inc.CX)NC0RD: Tripos Inc. Oracle: Or 
acle Corp. Insight II: Molecular Simulations Inc.MOE: Chemical Computing 
Group Inc. 

mourns ^^i^^^tffiM^^> Ma.- *? k x z>%mx$>z> 

[0 0 6 4] 

[0 0 6 5] 
[0 0 6 6] 

■xmmnM^&%xtemm®L^ir2> - t&x% & 0 

[0 0 6 7] 
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£*ttb<7)#m«Jte. »J_h®tfflv^tt^>K^J> iiS^J> f£^#k MMM 

, mmm, mmrn, jwerattau ftmu mm. «#*u www 

[0 0 6 8] 

H; s<??-y, ^V^V^A. 77t?7^A> 

7-trV>\ /N 0 97-f ^ 7nt7'J ;V7^^ - ^-. ^t7 1 J^> MfiLff TJV'T' 

o 

10 0 6 9] 

*3m<?>wm<ow**\±. 

— mno§#mikg*)/v:l9 0.01mg~1000 mgOt£iaot£#*&«.££ fc^-ei > 
[0 0 7 0] 

Cap-Glylt >f V * M (KIAA0849 9 >'*?M (464-554)) <DT < J mSfi^J 
[IB^iJ#^2] 
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[EF»#*3] 

Cap-Gly>ft (KIAA0849 * W^fC (414-558)) CO 7 5 J MSfi^J 

[BB*W§"4] 

@S^iJ#-t 3 <D * y /<? ? K £ ^ ^ Y"t %> D N A % TF-t o 
[@e^iJ#^-5] 

Cap-GMtK^-f >^W^f (KIAA0849 *W^Jf (454-554) ) <7> 7 5 / ^@fi 
[KW* 6 ] 

1S?!J## 5 <D * >si * M * * - Ki" h D N ABB?!) *^i"o 
[@e?ijf^7] 

Cap-dy^F^ (KIAA0849 * (454-559)) ^)7^®E 

sntapvqespp. vsNQi^tsnb^r^ymie^J) £^1% 
[ifi^ij#-t8] 

@5^iJ#-t 7<^>/^®&3-K-f;z>DNA@fi?!j£ ^i" 0 
[Bfll «■ 9 ] 

Cap-Gly^ K * <i > ? ? M (KIAA0849 * >sl? % (464-559) COT 5 J BMPi 

[SB^iJ#^l 0] 

9 CO * >;1 ? M £ ^ - K-f h D N Aie^iJ ^/7f 0 

[@e^j#-^i i] 
imm^ 1 2 ] 
[wm& i3] 
[@e^ij#^i 4] 
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iwtm^i 5] 

[@5^iJ#^-l 6] 

mvm^ 1 7 ] 

1 8 ] 

[@S^J#^ 1 9 ] 
[@B^iJ#^2 0] 

m&m^r 2 1 ] 

lW$m^2 2] 

[0 0 7 1] 

i) v ft ymmvWife 

$f\ 1) <SC0P^>P t gv^^-^@E^iJ^ ^y^fCx-^-^SCOP (Vers 

ioni.55) K&tti&w,m£ffimms&zffiM*mft2frfzWi&, t<D%.m*Y 
*y[yt Lx^m Ltzo mm^m^musTP^m u E-vaiue^o. mTo 

2) <PFAMft>P^V^^@2^!|^ * W^ft^f— 77»-*^-*PFAM (ve 

ffiiE#2 003-3083148 
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rsion6.5) K^t tiZmmfu 77^ )V t&mfetf titzWi^ 
^r<Dm^ VJJ>t LX^M Ltzo mmmkm^mZWMERZmm U E-value 

m. mT<o m y \ &h o tzWi&^mm t & o tz t$ m t fc 0 

3 ) <ProDom&>^v^;b^@£^J;^ * K^Ef-- 7 7*- * ^-^ProDom 

(2000^1^ I'Web J: *)m%Lfz^-P a >) n 

ti^zMLTmmms&&n&tf&&-£thfzWi&, z^mak* v*4>tvx^ 

4 ) <NRv£ > m^io^W.n * . f-^*?> (NCBI-nr) 

it LTBLASTPtc J: affillte^Sr^v^ E-valuert*0. lJ^TO t^h o fc8r# 

> z<7>mm&ffl$t.*yfr~-7£ vxt >tLx=?mLtz 0 

5) <PASSfe>Hv^*>^rEyiJ«r. * ? h (NCBI-nr) 
icitLTBLASTPHi^ffiPItt^Sr^TV^ ffilWItt^m ^^M^fm Lfc 0 

6) <No Hit^fe>J^JL_t 1 ) frb5) fWWvWI^tU^ry 

Jft**fiftoTv^^o«5felHaiil) ^fi^fettt, JTF2) , 3) , 4) 
, 5) , 6) (DMfrtL, t^Wi^oTV^feW, >^#<7)T 
*L#*30$^Jsl,±& «9 ^ ^ofv^M'e^Si^ « 9 #N5M»2fe & (iC^fiiJ K X 

[0 0 7 2] 

&±<D\s*1ftlfr<D-%&XmfeZtLtz V* 4 >W&<0?%* Low-Complexity^ 
#fc*i5£Lfco Low-Complexity^ («DNH40iSv»BByiJ« 
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£OKIAA0849* J?*<£>T ^ J S?5$afe#^496#tf> «b539#£ 

iOi^K^'f^T^ ^mSa^Jfc^KUT, KIAA0849* 
<DT < J Mm*} KM U M3£te K>>f>©K^>f ^MOtf * N3dft£ £ IT C 

, KIAA0849> yWR<T>T \ SWtft&&%r539%r*&m£ U N^Sflfl £ 5 BMT 
^>mm £ * fcC5fc3Mi 5 Mfo#I $ ? - > £ **L*W|* Lfc 

o 

»<*K56S*fTVV *03&3Mfl8* S DSm»i:tfHiL/: 0 
[0 0 7 3] 
[HlfcOT 1 ] 

ffiKm^X%m%CAP-Glyffi. ^ > £;#1-&KIAA0849* (464-554) 

ii) mis<*9-<omm 

(1) 01^PCR 

KIAA0849^ W?^Jt*3- K-TScDNA (DDBJ accession No. AB020656. 2) rt* 
^7*5 KpBluescriptll SK+fc*n- K 
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17) ^TPCR^o^o PCRMJS^a^f±> ^ 1 fc^S *) U 7° 
[0 0 7 4] 

IfEl] 



5' T'y-fv-l 
3' 

dNTPs 

Expand HiFi mWM (15mM ifcfls-r^^ 
*A^fT) (pj»«/ a ) 

DNA sHU p« 7— £ (n r >a) 



(X 1/101) 3 m L 



0.25 mM 
0.25 mM 
2mM 
(10 X) 



4/uL 

2mL 
2mL 



4.85 m L 
3.5U/mL 0.15 juL 



(X 3/200) 
0.05 m M 
0.05 At M 
0.2 mM 

(IX) 



0.02625 U/ax 
L 



20 At L 



[0 0 7 5] 

(2) ^2^PCR 

KHis* ^ge^ij?: ^9 -f^-2(@e^j#^-i 9)tr7?-**-?-mm* 

^t^>Z , 'f^^^-2(M^m^r2 0), Rite.-/*— A ^-U2(@e?!j#-f 
2 l)^«rffiv^T^2^PCR^^fo/v:oPCRR^»^(±, i£2 KTFirM*) t L> 

[0 0 7 6] 

[^2] 



[<E23 02iffcPCRaS©SJf&^A« 




mm 


mm 




$ii&pcrk#> mm.) 


(Xl/5) 


5 At L 


(Xl/20) 


5'7*7-r^-2 


2a*M 


0.5 At L 


0.05 At M 


S'T'^'f^— 2 


2a<M 


0.5 At L 


0,05 At M 


3-^- 4 — U2 


100 At M 


0.2 At L 


lAtM 


dNTPs 0K#«) 


2mM 


2 At L 


0.2 mM 


Expand HiFi WmW. (15mM V* is ? 


(10 X) 


2aiL 


(IX) 


(By^a.) 










9.65 m L 






3.5U/AtL 


0.15 At L 


0.02625 U/At 
L 






20AtL 
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[0 0 7 7] 

iOjfe*, T7yn^e-^-(7)^T-r\ His*^BE^JfcKIAA0849* >vn'?® (4 
64-554) tOI^ t^-T^^lttll^Zl^llDNAifM-^ii 

[0 0 7 8] 

(3) ?u->ft 

±IB&2#PCRSSSKJ: !} ft *LjfcDNAWffi- £ , TOPO TA-cloning kit (invtrog 
erffch) <fc >9 , ^ * -pPCR2. 1 (invtrogentt) K * n - >1kt& ^.tKX „ 
zm^t 9 -P011213-03**36 Lfzo 
[0 0 7 9] 

iii) KIAA0849* (464-554) 9 >s*?ft<D§ffl. 

<mffimzm^tzmmm? y^?^mk\~ & % 15 N^ncAP-Gi y # ^ 

^UrBS 3 Otttb^fi. Zubay£>(Annu. Rev. Genet i. 7, 267-287, 1973) <^^" 
ftCtot, *8§mBL21 codon plusflc^&WJSLfco 

* ^3 ^^1-Rj^M^OK^m3mLi3J:^4 K^f 

^^«<7)^#^1-^30mLcO^ 30T:T— BMf o fc 0 

[0 0 8 0] 



miE# 2 003-3083148 



2 0 0 2 



-236129 



36/ 



[*3] 



&& ~ " IMS* 



Hepes-KOH (dH 7 5) 


58 mM 


DTT 


1.8 mM 


ATP 


1.2 mM 


CTP 


0.8 mM 


GTP 


0.8 mM 


OTP 


0.8 mM 




80 mM 


t wrfy^ — -t? 


0.25 mg/mL 


y ^ i/^y a— >\> (Wra^*. 8000) 


4.0% 


3',5'-cAMP 


0.64 mM 


L(-)-5-7 aM*5 ^-5,6,7,8-^ h7t KoSBfc 


68 juM 




175 pg/mL 




210 mM 




27.5 mM 




10.7 mM 




3 mg/mL 




ImM 


L-[ 15 N] ^^^^77^ 


ImM 


L-[ 15 N3 ^ ^ 


ImM 




ImM 




0.05% 


T7RNA 


66.6 Mg/mL 


s 3 oitomm 


30% 


mWLVNA (P011213-03) 


1 Mg/mL 



[0 0 8 1] 



{±SII# 2 0 0 3 
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Hepes-KOH (pH 


58 mM 


7.5) 




DTT 


1.8 mM 


ATP 


1.2 mM 


CTP 


0.8 mM 


GTP 


0.8 mM 


OTP 


0.8 mM 




80 mM 




0.25 mg/mL 






/K y ^f- UV^y =3-/> <spi$#^fi. 8000) 


4.0% 


^'-cAMP 


0.64 mM 


L(-)-5-7 S yU-5,6,7,8--r h7t Kn 


68 mM 




210 mM 




27.5 mM 




10.7 mM 




3 mg/mL 




ImM 




ImM 




ImM 




ImM 




0.05 % 



[0 0 8 2] 

< s d s ?)vn%Mm~ <t %%w?m<omi£> 

f^lriaiA^to miAfrb, KIAA0849*>/^@ (464-554) W§& 
SLTV^Cl t § 7to £<PKIAA0849* W^ff (464-554) OCAP-Gly 

[0 0 8 3] 

[HdM2~5] 

^HifeM 2-5 Tii, _h^<D i ? K LtM U:3>^>7^f©H> 
Ml fc&tf&mm-^ltmoCAP-GlymFJJ y*m-tZ>, KIAA0849* 
W (414-558) (^»l|2t1"£o ) > KIAA0849* y*?M (454-554) (Hit 
mS) ^ KIAA0849* >v^JC (454-559) (^IM#!I4) , KIAA0849* J? (46 

4-559) (mi&m5)l l Z^X%LMLfz%s%:ZmW-t2>o 
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[0 0 8 4] 





S&l&PCR 


S&2&PCR 


* 


— 1 


— 1 


— 2 


— 2 




l 


E 50 • * 
1 6 


E5U## 

1 7 


E50## 
1 9 


E50#-§- 
2 0 


E50#-§- 2 1 


2 


B 50 # # 
1 1 


E50 #-!§- 
1 2 


e n # # 

1 3 


E50#-§- 
1 4 




3 


E 3FIJ # * 
1 5 


E50#-§- 

1 7 


E50# * 
1 9 


2 0 


E50#-§-2 l 


4 


e 50 # # 

1 5 


E50#-5§" 
1 8 


E50# * 
1 9 


E 50 # # 
2 0 


E50#-§-2 1 


5 


£ 50 # ■§• 
1 6 


1 8 


E5"J#-5§- 

1 9 


E 5U * # 

2 0 


2 1 



[0 0 8 5] 
[0 0 8 6] 

[^6] 



m 2 Wi: & if & &WJm.<»1&$L 



Ut6] jig; PCR KJfcQKgta&S&fife 



5' -v— 1 1/iM 

3' ^?'f , v-l ImM 

dNTPs (m#i&) 2mM 
Expand HiFi M$ (15mM Htflr^+S' (10 X) 



lnmol/ /i 5/i L 
L 

1.25 M L 
1.25 /i L 
2.5 ^ L 
2.5 y L 



0.2nmol//iL 

0.05 /iM 
0.05 /iM 
0.2 mM 
(IX) 



DNA ?K y ^ 7 — * (uy'/a) 



12.3125 /i 
L 

3.5U///L 0.1875// L 0.02625 U//i 

L 



25 /iL 



[0 0 8 7] 
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mi] • 

[^7] 352&PCR KJ&©KJfcJfcBjfc 



<Bj6g mm ma-& 



mi&.pcRmfa mm.) (xi/io) s m l ~" (xi/25) 

5* ~7-7 4-?— 2 1/xM 0.5 /i L 0.025 /iM 

3' ^7-^ -^—2 1/iM 0.5 mL 0.025 juM 

DNTPs Om®5) 2mM 2jtiL 0.2 mM 

Expand WFimffiWi (15mMfijbv^V5' (10 X) 2jtL (lx) 

8£@s£®zK 6.85 juL 
DNAzKlM^-- t? (nyi^a) 3.5U/^L 0.15 mL 0.02625 U/ u 
L 



ffg 20 /xL 



[0 0 8 8] 

•eo^«r|2llB-E^1-o HIIB-E^k, KIAA0849* W?*Jf (414-558) 
(H»lJ2) „ KIAA0849* ZsstfM (454-554) (11^3) , KIAA0849* 
(454-559) (HifeflU) > KIAA0849* (464-559) GffiM 5)tf*3§ 

E?9#^3 f 5, 7, 9^-e-^^$tL& 0 

[0 0 8 9] 
[Jfc|fiE«l-3] 

±3^cD«J:d KLTft$uLfz3>x h?? fOH^ KIAA0849* >/^f©r $ 
ySMff4 7 4#B**P> 5 3 QfBOT^y'iiB^^tta^^f Ka 
(Jfctfcflll fc"t&o ) ^ 7 5/ «ff 4 5 4#B^t> 5 3 9#B<^T^ S&L 

49#EOT^ym@e^j*^r-t^^ 0, ;^r^Kc (JtWJ3) £ov*-r, 
«ui kra*tcLT3&a^^^-srflni6u # <b Ktzw^^^wmmw^m 

*Lt\ #<btt/itmtCov^T, SDS^vm^ift^J: DUm^^J^^fi 1 
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^r<Dm^m2k, B.Cfcjjrf-*, it tfeffll 1 , 2 K^Tti, EI2A, B^<b^f>^ 

a, MWbKttfc-f&ftLW: {^fi^fi, MWa=l 1. 1 kDa, MWb = l 3 
. lkDa) K/*> K**a*LTV»ftv»ifc^€>^ § Ift £ 1" & * * jf ^|£|^ 

^T-iMWc (14. 2 k D a) KWJfrt-&&tt * V) i>$m<Ds*Z>> K#±fl|H3R 

iv) Sjt^^ffpffi 
[0 0 9 0] 

< 15 NSF^>«> 
JLIBUJfcfll 1 ~ 5 Ltz&m i W * W^fOffill^ofco 

SrflJfflLfc. SMt^lCCfrofc. Sr^SKJESFm, 3 mlORjC&«t«r4.2 ml 
<0«si§HRWifc[5O mM 1 ; >mi~ h V ^A(pH 8.0)/300 mMffi^fc^ b «; mAH 
5^V'-;v]-e^, EURL, 1960Xg, 5*iI^L-C?«^l)^f:. 2fcfc 
, &fc±m*0.S mimi-mmffi(*Tr>tt.)KmLX®MZ*£, 9.6mlO?5fc&- 

Y V A (pH 8. 0)/300 mM^b^ h V ? A/500 mM^ ^ FV- >U] ^ifit 
>7^£#J3g^3M£^£. m_h^¥)HI^j; 19, 0.88 mgOttM^^^^tf 

[0 0 9 1] 

H 6.0)/100 mM^bf- b V ^AjSftKIKfeLfc. f<Df, 7°^* 0.25 ml (-9" 
>-7°;V»iJg0.28 mM)t^5ilf|L7t. &±.<D%kmzi±m$\-Z>MmW( > 2 ; 

ffiiEJf#2 003-3083148 
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*m^fc. WtRMfclZ, 600 MHzONMR£ia(Avaiice600; 7)\<j] -*±)-C, : U.&25°C 
£ J: 1H-15N 2 ^7CHSQC7, ^ ^ b )V (mf£ 15 N-HSQCX ^ ^ h )V t P&ffi) £ ffl v> £ 
[0 0 9 2] 

[^83 













ID 


128 


iH: 2822 Hz 


iH: 8013 Hz 


W: 8192 


i5N HSQC 


16 


iH. 2822 Hz 
16N: 7085 Hz 


iH: 8013 Hz 
i6N: 2190 Hz 


m: 2048 
i5N: 128 



[0 0 9 3] 

NMRiSfl5E<0^, H! 3 ~0 7 J: ? 1D*^ h fl'ffl&<DltN& 

mm (0. 7ppm^ «b -0. 5ppm#iS) K, v 7 f Lfr> n-frtfUtb h *ifz 0 £ 

£ , 15n-HSQC^ ^ ^ h ;V Id it, 7ppm^ <b 9ppmK fc> tz o T^g| L T ^ K 7° tf h > 

) CAP— GlyHH Yj* 4 ><DT< J WMM £ IE*£ &tfcX* StzZLt ib*Wm Ztitz 0 
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!&m. 2002-236129 



^-v". 42/ 



^£T% Hit^!ll<7)KIAA0849^>/^^^ (464-554) £fflV*T. J^TOi^tc 
[0 0 9 4] 

v) t h^-^^ffi^^lCg|#-t-^^VW0at<5T- (KIAA0 8 4 9) g 

tL&CAP-Gly/ft >f V * %VMmz. i ^flljg^ 

<13cl5N^Hfe J ><DmM> 

t)ftj&LtZo IE^iJ#-^2 2 KfB*3*t;fc* 1 KfB« 

$ tt/i r//^g<oN 5fd» icgssgssg. c ksgpssg-c^ $ *l£ t ^ y 

fc£3fe£fc«ftLfco fflv^NMRj!WffltRp a pj»®^a^i±, 20mM V >SW- h V 
*A8fc*i0U lOOmM^fc^ h V 1 mM v^**W h »K pHte6.0 

-H).8mM -eab* 0 #^tL^ D n p(i^5iM^NMRM^MimiP^^AU/c^ 25*C 
£T2H#KH££1-* ££££ U £5&fttF^fco 
[0 0 9 5] 
<NMR$!l/E> 

? h;l/(±lH-!5N HSQC> H^cx^^^ h ;WiHNC0^ HN(C0)CA. HNCA. CBCA(C0)NH 
, HNCACB. HBHA (CBCAC0) NH N H(CCC0)NHs C(CCC0)NH. ^-edited N0ESY £«05fe 



ttSIE# 2003-3083148 
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f±lH-13c HSQC, H^tc^^^ h;VfiJ3ITOmi8iiilfflHCCH-COSY, PTOH-TOCSY. 
|S}13 C -edited NOESY, ^#^1BJiftMHCCH-C0SY, |Wjl3C-edited NOESY £ M^HN 
HB. HN(C0)HB^SiJ^tfc o 
[0 0 9 6] 

ne2fe «£ m)rigin3800£ ffi V>T 7 - U J-^JfefftJt^fi 1 V\ ^-Zl^TCfe £ ^H^DG 

iZtKXt), C(CCC0)NH , CBCA(C0)NH£: HNCACBl- XtyCpi/tf i~J^^ H(CCC0)N 
H „ HBHA(CBCACO)NHt 15N-edited NOESYK X *)Ha , Up v^±;K £ h KHN 

s z>K, nbtifz^mmmmm&xv?mmmmmfcmfcLfzx^? y^t-?* 
fptc j: {9 ymMmKHir^ ^ri-)\'<Dffimr-?*mzo ttz, 

15N-edited N0ESY±Ol 142^(7) flgJJfi^mtlJ$lffl 13 C-edited N0ESY_h<£> 
2158^0 v^^;l^> ^#^1liJiIffl l3 C-edited N0ESY±O2094HO->^;i^?> 
SB^IMISt^-^^^o ±Sl^tJS^^^#ib^C«. C/?, C . Ha, H/?, HN 
. Ny^t;v«y7bf^? )> * o lJ^7 0 ^K£§irM^&& 

& y 7 Y 7^7TAL0S£ffl^T. 42£l^-*j"t£ ?5 . 4, ft 
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*o*v>T. « t T^SEMJPl^f ^ £ tLTV^ v>N0El££ Jfctfetfcit L**»5)»afl: 
fctfofco £*ifc*&g-*-£ fct?^^^TO^E$IJ^i:2667'(0OmgiaaK 5 Srffl 

[0 0 9 7] 

It^tMtl £ J^T^MSIg l~20 tc^-To 
JaJLT^3A^^M^T-*- * li, ^nt^>f-^^^ (PDB) 697 

ttaiSC^EBl!^ 45iJgfi75/Mf^ 5?!lBfiIB?!i#-^2 2£*tJSL 
fc7 5/KOtt^ 6, 7, S^JStt-t^IK^Offiai (aJMu b#U ctt^lRlO 

[0 0 9 8] 



ATOM 1 


N 


GLY A 


1 


120. 138 


11. 140 


-2.903 1.00 0.00 


ATOM 2 


CA 


GLY A 


1 


120. 658 


10. 305 


-1.785 1.00 0.00 


ATOM 3 


C 


GLY A 


1 


120. 202 


8.862 


-1.879 1.00 0.00 


ATOM 4 


0 


GLY A 


1 


119.025 


8.590 


-2.119 1.00 0.00 


ATOM 5 


1H 


GLY A 


1 


120. 758 


11.050 


-3.733 1.00 0.00 


ATOM 6 


2H 


GLY A 


1 


120. 103 


12. 139 


-2.617 1.00 0.00 


ATOM 7 


3H 


GLY A 


1 


119. 180 


10.832 


-3.164 1.00 0.00 


ATOM 8 


1HA 


GLY A 


1 


121.737 


10.331 


-1.802 1.00 0.00 


ATOM 9 


2HA 


GLY A 


1 


120. 312 


10.720 


-0.850 1.00 0.00 


ATOM 10 


N 


SER A 


2 121.135 


7.935 


-1.688 1.00 0.00 
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ATOM 11 


LA 


OTTO A 

SER A 


O T OA OOO 

2 120-822 


6. 512 


A10M 1Z 


A 

L 


OTTO A 

SER A 


O TTA OOO 

2 119.883 


6. 109 


ATOM 13 


A 
0 


OT?n A 

SER A 


O TTA AIT A 

2 119.959 


6. 647 


ATYMUI 1 A 

ATOM 14 


AD 


OT?D A 

SER A 


O T OO T f\'~} 

2 122. 107 


5. 683 


AiOM lb 


AA 
Ob 


OTTO A 

SER A 


O T OO COO 

2 122. 628 


C >1 /I T 

5.441 


ATOM 16 


H 


OT?T> A 

SER A 


O T OO AC C 

2 122.055 


O O T A 

8.214 


ATOM 17 


TT A 

HA 


OTTO A 

SER A 


O T OA OOO 

2 120-333 


r* OOO 

6. 322 


ATYMl/T 1 O 

ATOM 18 


1 TTD 

1HB 


OTTO A 

SER A 


O T OO OAT 

2 122. 846 


r> ot r7 

6.217 


a tyvi/t i a 

ATOM 19 




OT?T) A 

SER A 


O T Ol OA/"* 

2 121.896 


A r70C 

4. 735 


ATYMl/T OA 

ATOM 20 


TJA 

HG 


OT?D A 

SER A 


o t oo roo 

2 122.628 


r oca 

6.259 


ATOM 21 


"NT 


OT?D A 

SER A 


o t t o r\r\T 

3 118.997 


C T f* f\ 

5. 160 


A TAU no 

ATOM 22 


A A 

CA 


OTTO A 

SER A 


O T T O AilO 

3 118.042 


4. 685 


ATAM OO 

ATOM 23 


c 


OT?T> A 

SER A 


O 1 TO f* ATT 

3 118.645 


O TT f* A 

3. 564 


ATOM 24 


0 


OT7D A 

SER A 


O T T Ci f* C O 

3 118.658 


2.404 


ATOM 25 


ATT 

CB 


OTTO A 

SER A 


O 1 1/» f~7 C A 

3 116.764 


A T A A 

4. 194 


ATAM Or 

ATOM 26 


AA 

00 


OT?T"> A 

SER A 


O 1 T7 A/** O 

3 117.063 


o Am 

3.463 


ATAHJT 0*7 

ATOM 27 


TT 

H 


OT?T> A 

SER A 


O T T o ao/* 

3 118.986 


4.769 


ATOM 28 


TI A 

HA 


OTTO A 

SER A 


3 117. 798 


C CIO 

5. 513 


AmAW OA 

ATOM 29 


T TTD 

1HB 


SER A 


O T T A OOA 

3 116.220 


o ceo 

3. 553 


ATYMUI OA 

ATOM 30 


OUT) 

2HB 


OTTO A 

SER A 


o iir t c o 

3 116. 152 


C A A A 

5. 044 


ATYMl/T Ol 

ATOM 31 


TTA 

HG 


OPTJ A 

SER A 


o nn T on 

3 117. 138 


A A/* O 

4.068 


ATYMl/T OO 

ATOM 32 


XT 

N 


AT \T A 

GLY A 


A TTA T A O 

4 119. 143 


O AOA 

3.920 


A TA1 M O O 

ATOM 33 


A A 

CA 


AT \7 A 

GLY A 


A TTA iy A T 

4 119.741 


O AOO 

2. 933 


A TWH/T Oil 

ATOM 34 


0 


AT \T A 

GLY A 


4 119.727 


3. 367 


AluM 35 


0 


AT \T A 

GLY A 


il 1 1 O AO A 

4 118.924 


A OT O 

4. 213 


ATOM 36 


H 


GLY A 


4 119.105 


4.860 


ATOM 37 


1HA 


GLY A 


4 119.195 


2.005 


ATOM 38 


2HA 


GLY A 


4 120.764 


2.767 


ATOM 39 


N 


SER A 


5 120.616 


2.785 



-1.752 1.00 0.00 
-0.621 1.00 0.00 
0.484 1.00 0.00 
-1.684 1.00 0.00 
-2.980 1.00 0.00 
-1.500 1.00 0.00 
-2.695 1.00 0.00 
-1.107 1.00 0.00 
-1.211 1.00 0.00 
-3.482 1.00 0.00 
-0.902 1.00 0.00 
0.092 1.00 0.00 
0.933 1.00 0.00 
0.523 1.00 0.00 
-0.591 1.00 0.00 
-1.768 1.00 0.00 
-1.801 1.00 0.00 
0.739 1.00 0.00 
0.087 1.00 0.00 
-0.854 1.00 0.00 
-2.510 1.00 0.00 
2.114 1.00 0.00 
2.993 1.00 0.00 
4.446 1.00 0.00 
4.840 1.00 0.00 
2.388 1.00 0.00 
2.901 1.00 0.00 
2.689 1.00 0.00 
5.244 1.00 0.00 
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ATOM 40 
ATOM 41 
ATOM 42 
ATOM 43 
ATOM 44 
ATOM 45 
ATOM 46 
ATOM 47 
ATOM 48 
ATOM 49 
ATOM 50 
ATOM 51 
ATOM 52 
ATOM 53 
ATOM 54 
ATOM 55 
ATOM 56 
ATOM 57 
ATOM 58 
ATOM 59 
ATOM 60 
ATOM 61 
ATOM 62 
ATOM 63 
ATOM 64 
ATOM 65 
ATOM 66 
ATOM 67 
ATOM 68 



SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
HA SER A 
1HB SER A 
2HB SER A 
SER A 



CA 
C 
0 
CB 
OG 
H 



HG 
N 
CA 
C 
0 
CB 
OG 
H 
HA 



SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
1HB SER A 
2HB SER A 
HG SER A 
N GLY A 
CA GLY A 
C GLY A 
GLY A 
GLY A 
1HA GLY A 
2HA GLY A 
N LEU A 



0 
H 



5 120.703 
5 122.050 
5 122.125 
5 120.499 
5 119.829 
5 121.230 
5 119.919 
5 119.907 
5 121.461 

5 120.475 

6 123.109 
6 124.454 
6 124.821 
6 124.732 
6 125.472 
6 126.514 
6 122.985 
6 124.467 
6 124.978 
6 125.901 

6 126.892 

7 125.235 
7 125.610 
7 127.112 
7 127.869 
7 125.286 
7 125.230 

7 125.161 

8 127.545 



3.116 6.662 1.00 0.00 

3.754 6.990 1.00 0.00 

4.697 7.777 1.00 0.00 

1.861 7.513 1.00 0.00 

2.169 8.723 1.00 0.00 

2.118 4.870 1.00 0.00 

3.824 6.886 1.00 0.00 

1.147 6.961 1.00 0.00 

1.428 7.747 1.00 0.00 

2.376 9.402 1.00 0.00 

3.233 6.381 1.00 0.00 

3.751 6.607 1.00 0.00 

4.789 5.552 1.00 0.00 

4.528 4.353 1.00 0.00 

2.611 6.594 1.00 0.00 

2.846 7.526 1.00 0.00 

2.481 5.763 1.00 0.00 

4.223 7.579 1.00 0.00 

1.686 6.853 1.00 0.00 

2.525 5.606 1.00 0.00 

2.007 7.803 1.00 0.00 

5.968 6.007 1.00 0.00 

7.027 5.088 1.00 0.00 
7.214 5.001 1.00 0.00 
6.243 5.033 1.00 0.00 
6.119 6.974 1.00 0.00 
6.788 4.107 1.00 0.00 
7.951 5.421 1.00 0.00 
8.467 4.889 1.00 0.00 
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ATOM 69 


CA 


LEU A 


8 128.966 


8.780 


4.795 1.00 0.00 


ATOM 70 


C 


LEU A 


8 129.559 


8.221 


3.505 1.00 0.00 


ATOM 71 


0 


LEU A 


8 130.682 


7.717 


3.493 1.00 0.00 


ATOM 72 


CB 


LEU A 


8 129.719 


8.220 


6.004 1.00 0.00 


ATOM 73 


CG 


LEU A 


8 129.030 


8.435 


7.352 1.00 0.00 


ATOM 74 


CD1 


LEU A 


8 129.288 


7.256 


8.279 1.00 0.00 


ATOM 75 


CD2 


LEU A 


8 129.506 


9.731 


7.991 1.00 0.00 


ATOM 76 


H 


LEU A 


8 126.893 


9.197 


4.867 1.00 0.00 


ATOM 77 


HA 


LEU A 


8 129.068 


9.855 


4.786 1.00 0.00 


ATOM 78 


1HB 


LEU A 


8 129.853 


7.157 


mm, mm s\ m /-v /V f\ /\ tf\ 

5.856 1.00 0.00 


ATOM 79 


2HB 


LEU A 


8 130.692 


8.685 


6.043 1.00 0.00 


ATOM 80 


HG 


LEU A 


8 127.964 


8.510 


7.196 1.00 0.00 


ATOM 81 


1HD1 LEU A 


8 129.004 


7.522 


9.286 1.00 0.00 


ATOM 82 


2HD1 LEU A 


8 130.337 


7.002 


8.254 1.00 0.00 


ATOM 83 


3HD1 LEU A 


8 128.704 


6.408 


7.952 1.00 0. 00 


ATOM 84 


1HD2 LEU A 


8 130.301 


9.516 


8.691 1.00 0.00 


ATOM 85 


2HD2 LEU A 


8 128.684 


10. 199 


8.512 1.00 0.00 


ATOM 86 


3HD2 LEU A 


8 129.872 


10. 397 


7.224 1.00 0.00 


ATOM 87 


N 


ALA A 


9 128.795 


8.314 


2.423 1.00 0.00 


ATOM 88 


CA 


ALA A 


9 129.241 


7.818 


1.128 1.00 0.00 


ATOM 89 


C 


ALA A 


9 129.592 


8.968 


0. 192 1.00 0.00 


ATOM 90 


0 


ALA A 


9 128.799 


9.890 


0.000 1.00 0.00 


ATOM 91 


CB 


ALA A 


9 128.171 


6.934 


0.504 1.00 0.00 


ATOM 92 


H 


ALA A 


9 127.908 


8.725 


2.497 1.00 0.00 


ATOM 93 


HA 


ALA A 


9 130.123 


7.216 


1.289 1.00 0.00 


ATOM 94 


1HB 


ALA A 


9 127.782 


6.258 


1.251 1.00 0.00 


ATOM 95 


2HB 


ALA A 


9 128.602 


6.365 


-0.308 1.00 0.00 


ATOM 96 


3HB 


ALA A 


9 127.369 


7.552 


0.126 1.00 0.00 


ATOM 97 


N 


MET A 


10 130.785 


8.908 


-0.389 1.00 0.00 
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ATOM 98 


CA 


MET A 


ATOM 99 


C 


MET A 


ATOM 100 


0 


MET A 


ATOM 101 


CB 


MET A 


ATOM 102 


CG 


MET A 


ATOM 103 


SD 


MET A 


ATOM 104 


CE 


MET A 


ATOM 105 


H 


MET A 


ATOM 106 


HA 


MET A 


ATOM 107 


1HB 


MET A 


ATOM 108 


2HB 


MET A 


ATOM 109 


1HG 


MET A 


ATOM 110 


2HG 


MET A 


ATOM 111 


1HE 


MET A 


ATOM 112 


2HE 


MET A 


ATOM 113 


3HE 


MET A 


ATOM 114 


N 


PRO A 


ATOM 115 


CA 


PRO A 


ATOM 116 


C 


PRO A 


ATOM 117 


0 


PRO A 


ATOM 118 


CB 


PRO A 


ATOM 119 


CG 


PRO A 


ATOM 120 


CD 


PRO A 


ATOM 121 


HA 


PRO A 


ATOM 122 


1HB 


PRO A 


ATOM 123 


2HB 


PRO A 


ATOM 124 


1HG 


PRO A 


ATOM 125 


2HG 


PRO A 


ATOM 126 


1HD 


PRO A 



10 131.242 9.945 

10 131.920 9.331 

10 133.135 9.442 

10 132.206 10.896 

10 131.568 11.663 

10 132.377 13.245 

10 132.247 14.013 

10 131.373 8.148 

10 130.376 10.503 

10 133.031 10.321 

10 132.585 11.609 

10 130.531 11.846 

10 131.629 11.062 

10 133.228 14.073 

10 131.839 15.007 

10 131.598 13.422 

11 131.139 8.673 
11 131.671 8.043 
11 132.451 9.024 
11 133.544 8.709 
11 130.423 7.547 
11 129.365 7.447 
11 129.682 8.497 
11 132.304 7.202 
11 130.152 8.253 
11 130.626 6.585 
11 128.400 7.638 
11 129.387 6.466 
11 129.162 9.416 



-1.306 1.00 0.00 
-2.528 1.00 0.00 
-2.697 1.00 0.00 
-0.594 1.00 0.00 

0.553 1.00 0.00 

0.863 1.00 0.00 
-0.751 1.00 0.00 
-0.197 1.00 0.00 
-1.632 1.00 0.00 
-0.200 1.00 0.00 
-1.310 1.00 0.00 

0.314 1.00 0.00 

1.448 1.00 0.00 
-1.200 1.00 0.00 
-0.644 1.00 0.00 
-1.380 1.00 0.00 

-3.402 1.00 0.00 

-4.613 1.00 0.00 

-5.486 1.00 0.00 

-5.957 1.00 0.00 

-5.350 1.00 0.00 

-4.304 1.00 0.00 

-3.277 1.00 0.00 

-4.372 1.00 0.00 

-6.120 1.00 0.00 

-5.795 1.00 0.00 

-4.744 1.00 0.00 

-3.855 1.00 0.00 

-3.504 1.00 0.00 
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ATOM 127 


2HD 


PRO A 


11 


129.421 


O 1 A O 

8- 149 


O OOO 1 AA A AA 

-2.288 l.UU U.UU 


ATOM 128 


XT 

N 


PRO A 


12 131.907 


1 ft ftftr- 

10- 235 


P" T -1 ft t OA A AA 

-5.713 1.00 0.0U 


1 rr\r\i t 1 ftft 

ATOM 129 


ft A 

CA 


PRO A 


12 


132. 573 


T T OP** O 

11.253 


A roi 1 A A A A A 

-6. 531 1. 00 0. (JO 


ATOM 130 


ft 

c 


PRO A 


12 


133.937 


it ft or? 

11. 637 


1— ftft/* 1 A A A A A 

-5.966 1.00 0.00 


A mAl w 1 ft 1 

ATOM 131 


ft 

0 


PRO A 


12 


134.781 


12. 188 


/» /> r7ft 1 AA A AA 

-6.673 1.00 0.00 


1 nr\ft 1 r ^ ft 

ATOM 132 


CB 


PRO A 


12 131.618 


12.453 


ft a rrr7 t A A A A A 

-6.477 1.00 0.00 


ATOM 133 


ftft 

CG 


PRO A 


12 

XCj 


130 301 

Iwv • \j\J X 


•1 ^ ft 0 o 
11.882 


/* ft r70 i ftft ft ftft 

-6.078 1.00 0.00 


i /Tlftl f -1 ft J 

ATOM 134 


ftr\ 

CD 


PRO A 


12 

JL LJ 


130 613 


t ft mo 

10.712 


r» 101 1 A A A A A 

-5. 191 1.00 0.00 


ATOM 135 


HA 


PRO A 


12 

X£j 


132 688 


T ft ftft/"" 

10. 926 


n r- 1— ft "l ftft ft ftft 

-7. 553 1. 00 0. 00 


ATOM 136 


1HB 


PRO A 


12 

J. LJ 


131 975 

X*J X • ZJ t %J 


13. 167 


nr t\ 1 ftft 0 ft/\ 

-5.750 1.00 0.00 


ATOM 137 


2HB 


PRO A 


12 


131 566 


t ft ft 1 ft 
12.918 


-7.451 1.00 0.00 


a nrwxi t 1 ft ft 

ATOM 138 


1HG 


PRO A 


12 

Xlj 


12Q 729 


"tO ft O T 

12.621 


f* f~ 0^7 T AA A A A 

-5. 537 1.00 0.00 


ATOM 139 


2HG 


PRO A 


12 

JL Li 


12Q 761 


11.555 


ft Of ^ 1 AA A AA 

-6.954 1.00 0.00 


A *T>ft1 V ■» A ft 

ATOM 140 


1HD 


PRO A 


12 


130 705 


1 1 0 0 0 
11.030 


A 1 ftft 1 OA A AA 

-4. 163 1. 00 0.00 


ATOM 141 


2HD 


PRO A 


12 

-Law 


12Q 854 


9.952 


r» Aon t 00 0 aa 

-5.287 1.00 0.00 


ATOM 142 


N 


GLY A 


IS 


134 145 

JL O^r • JL'xiJ' 


11 O A t 

11.341 


A ft ft ^7 T AA A AA 

-4. 687 1. 00 0.00 


ATOM 143 


ft A 

CA 


GLY A 


IS 


135 408 


11.661 


A Ajin T A A O OA 

-4.048 1.00 0.00 


ATOM 144 


c 


GLY A 


13 


136. 522 


1 ft haa 

10. 720 


A A f* 1 T AA A AA 

-4.461 1.00 0.00 


ATOM 145 


0 


ftT TT A 

GLY A 


13 


137. 189 


1 ft ft A A 

10. 944 


r~ a r?n i AA O OO 

-5.472 1.00 0.00 


ATOM 146 


H 


OT TT A 

GLY A 


13 


133.435 


1 0 ft /> ft 
10. 900 


A 1 r?i 1 OO O OO 

-4. 171 1.00 0.00 


ATOM 147 


1 TT A 

1HA 


ftT TT A 

GLY A 


13 


135. 687 


12. 670 


A ot ft T OO O OA 

-4.313 1.00 0.00 


a mrtt r -» a ft 

ATOM 148 


ftTT A 

2HA 


ftT TT A 

GLY A 


13 


135. 282 


1 -1 /"Oft 
11.603 


ft r\rfn i AO 0 OA 

-2.977 1.00 0.00 


ATOM 149 


N 


A OVT A 

ASN A 


14 


136. 723 


ft ftftr - 

9. 665 


0 ftr?o i 00 O 00 

-3.678 1.00 0.00 


A /Ttft% f "« 1*" ft 

ATOM 150 


ft A 

CA 


A OXT A 

ASN A 


14 


137. 765 


8.687 


ft OftO T OO O ft ft 

-3.969 1.00 0.00 


ATOM 151 


ft 

c 


A 0"KT A 

ASN A 


14 


137. 162 


ftft 

7.396 


A f 1 A T OO O OO 

-4.514 1.00 0.00 


ATOM 152 


0 


ASN A 


14 


137. 556 


6.914 


-5.575 1.00 0.00 


ATOM 153 


CB 


ASN A 


14 138.580 


8.389 


-2.709 1.00 0.00 


ATOM 154 


CG 


ASN A 


14 


139. 257 


9.626 


-2.152 1.00 0.00 


ATOM 155 


0D1 


ASN A 


14 


140. 304 


10. 048 


-2.643 1.00 0.00 
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ATOM 156 
ATOM 157 
ATOM 158 
ATOM 159 
ATOM 160 
ATOM 161 
ATOM 162 
ATOM 163 
ATOM 164 
ATOM 165 
ATOM 166 
ATOM 167 " 
ATOM 168 
ATOM 169 
ATOM 170 
ATOM 171 
ATOM 172 
ATOM 173 
ATOM 174 
ATOM 175 
ATOM 176 
ATOM 177 
ATOM 178 
ATOM 179 
ATOM 180 
ATOM 181 
ATOM 182 
ATOM 183 
ATOM 184 



ND2 ASN A 
H ASN A 
HA ASN A 
1HB ASN A 
2HB ASN A 
1HD2 ASN A 
2HD2 ASN A 
N SER A 



CA 
C 
0 

CB 
OG 
H 

HA 



SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
1HB SER A 
2HB SER A 
SER A 
HIS A 
CA HIS A 
C HIS A 
HIS A 
HIS A 
HIS A 
ND1 HIS A 
CD2 HIS A 
CE1 HIS A 
NE2 HIS A 
H HIS A 



HG 
N 



0 

CB 
CG 



14 138.660 
14 136.159 
14 138.418 
14 137.925 
14 139.341 
14 137.829 

14 139.076 

15 136.202 
15 135.544 
15 134.436 
15 133.344 
15 136.561 
15 137.099 
15 135.930 
15 135.106 
15 137.366 
15 136.076 

15 136.766 

16 134.726 
16 133.756 
16 134.196 
16 133.479 
16 133.574 
16 132.466 
16 131.131 
16 132.499 
16 130.392 
16 131.198 
16 135.614 



10.215 -1.122 1.00 0.00 
9.542 -2.887 1.00 0.00 
9.109 -4.718 1.00 0.00 
7.988 -1.950 1.00 0.00 
7.660 -2.944 1.00 0.00 
9.823 -0.784 1.00 0.00 
11.018 -0.744 1.00 0.00 
6.842 -3.779 1.00 0.00 
5.607 -4.189 1.00 0.00 
5.233 -3.208 1.00 0.00 
4.832 -3.612 1.00 0.00 
4.468 -4.286 1.00 0.00 
4.375 -5.592 1.00 0.00 
7.274 -2.943 1.00 0.00 
5.770 -5.163 1.00 0.00 
4.649 -3.590 1.00 0.00 
3.535 -4.041 1.00 0.00 
3.582 -6.020 1.00 0.00 
5.365 -1.919 1.00 0.00 
5.041 -0.879 1.00 0.00 
5.603 0.468 1.00 0.00 
6.389 1.089 1.00 0.00 
3.525 -0.778 1.00 0.00 
2.998 -1.636 1.00 0.00 
3.188 -1.343 1.00 0.00 
2.283 -2.786 1.00 0.00 
2.611 -2.275 1.00 0.00 
2.057 -3.162 1.00 0.00 
5.688 -1.660 1.00 0.00 
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ATOM 185 


TT A 

HA 


TTTO A 

HIS A 


ATOM 186 


1HB 


TTTO A 

HIS A 


ATOM 187 


2HB 


TTTO A 

HIS A 


ATOM 188 


T TT\ 1 

HD1 


TTTO A 

HIS A 


ATOM 189 


HD2 


TTTO A 

HIS A 


ATOM 190 


HE1 


TTTO A 

HIS A 


ATOM 191 


HE2 


TTTO A 

HIS A 


ATOM 192 


N 


OT \T A 

GLY A 


ATOM 193 


O A 

CA 


OT XT A 

GLY A 


ATOM 194 


C 


OT XT A 

GLY A 


A nrV\l f -f r\ f» 

ATOM 195 


0 


OT TT A 

GLY A 


ATOM 196 


TT 

H 


OT TT A 

GLY A 


ATOM 197 


1 T T A 

1HA 


OT TT A 

GLY A 


ATOM 198 


2HA 


OT TT A 

GLY A 


ATOM 199 


N 


T OTT A 

LEU A 


ATOM 200 


CA 


LEU A 


ATOM 201 


c 


T TAT T A 

LEU A 


ATOM 202 


0 


LEU A 


ATOM 203 


CB 


T OTT A 

LEU A 


ATOM 204 


oo 

CG 


T "OT T A 

LEU A 


ATOM 205 


OT\ 1 

CD1 


T T*iT T A 

LEU A 


ATOM 206 


CD2 


LEU A 


ATOM 207 


H 


LEU A 


ATOM 208 


TT A 

HA 


LEU A 


ATOM 209 


1HB 


LEU A 


ATOM 210 


2HB 


LEU A 


ATOM 211 


HG 


LEU A 


ATOM 212 


1HD1 LEU A 


ATOM 213 


2HD1 LEU A 



16 132.814 5.491 

16 134.489 3.038 

16 133.355 3.264 

16 130.779 3.672 

16 133.384 1.952 

16 129.313 2.598 

16 130.911 1.498 

17 135.381 5.198 
17 135.896 5.673 
17 137.255 5.085 
17 137.399 4.345 
17 135.909 4.572 
17 135.981 6.748 

17 135.201 5.403 

18 138.253 5.417 
18 139.607 4.918 
18 140.527 6.030 
18 140.851 6.956 
18 140.160 4.320 
18 139.326 3.186 
18 139.476 3.153 
18 139.730 1.851 
18 138.075 6.012 
18 139.562 4.144 
18 140.234 5.111 
18 141.151 3.942 
18 138.283 3.356 
18 139.372 2.136 
18 140.451 3.528 



1.153 1.00 0.00 
1.081 1.00 0.00 
0.247 1.00 0.00 
•0.567 1.00 0.00 
-3.310 1.00 0.00 
-2.306 1.00 0.00 
-3.913 1.00 0.00 
0.914 1.00 0.00 
2.185 1.00 0.00 
2.515 1.00 0.00 

3.488 1.00 0.00 

0.377 1.00 0.00 

2.148 1.00 0.00 

2.967 1.00 0.00 

1.703 1.00 0.00 

1.913 1.00 0.00 

2.407 1.00 0.00 

1.663 1.00 0.00 

0.618 1.00 0.00 

0.021 1.00 0.00 
-1.493 1.00 0.00 

0.628 1.00 0.00 

0.944 1.00 0.00 

2.665 1.00 0.00 
-0.115 1.00 0.00 

0.815 1.00 0.00 

0.248 1.00 0.00 
-1.842 1.00 0.00 
-1.766 1.00 0.00 

£BfE# 2003-3083148 
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ATOM 214 


3HD1 


LEU A 


TO 1 OO ^7 "1 O 

18 138-713 


o. 7o8 


ATOM 215 


1HD2 


LEU A 


to 1 A r\ r7 r~ T 

18 140.757 


1 AAO 

1.903 


ATOM 216 


2HD2 


LEU A 


18 139.629 


1. 073 


ATOM 217 


3HD2 


LEU A 


18 139.092 


t roA 

1. 630 


ATOM 218 


N 


GLU A 


19 140.945 


fT AOl 

5. 9ol 


ATOM 219 


O A 

CA 


GLU A 


TO Till OOO 

19 141.830 


6.927 


ATOM 220 


C 


GLU A 


to i a r\ o i— o 

19 142.859 


6.267 


ATOM 221 


0 


GLU A 


TO 1 A (1 Oil 

19 142.811 


i— AC A 

5.059 


ATOM 222 


CB 


GLU A 


to i j i ai n 

19 141.017 


rr of- >l 

7.954 


ATOM 223 


CG 


GLU A 


19 140.018 


rr OOT 

7.331 


ATOM 224 


CD 


OT TT A 

GLU A 


1 r\ TOO r"00 

19 138.580 


7. 626 


ATOM 225 


0E1 


GLU A 


TO T OO ooo 

19 138.293 


8.777 


ATOM 226 


0E2 


GLU A 


19 137.741 


6.705 


ATOM 227 


H 


GLU A 


TO 1 JA A* f* O 

19 140.653 


5. 168 


ATOM 228 


HA 


GLU A 


to i in <*% An 

19 142.347 


7.431 


ATOM 229 


1HB 


OT TT A 

GLU A 


TO 1 J 1 f*f\f* 

19 141.696 


O r/70 

8. 573 


ATOM 230 


2HB 


OT TT A 

GLU A 


TO 1 JA A A 

19 140.474 


O rr7A 

8. 579 


ATOM 231 


1HG 


GLU A 


TO 1 ilA *l /"* T 

19 140.161 


A* OA* "1 

6.261 


ATOM 232 


2HG 


GLU A 


TO T A O OOO 

19 140.202 


r7 rr0 1 

7.721 


ATOM 233 


N 


VAL A 


oo 1 io nAi 

20 143.791 


7.066 


ATOM 234 


CA 


VAL A 


OO T A A OOT 

20 144.831 


6.559 


ATOM 235 


C 


TT A T A 

VAL A 


OO T A A OOO 

20 144.232 


C AOO 

5.988 


ATOM 236 


0 


TT A T A 

VAL A 


oo t A O orro 

20 143.373 


6. 610 


ATOM 237 


CB 


VAL A 


oo i j r o a r" 

20 145.845 


7.660 


ATOM 238 


CGI 


TT AT A 

VAL A 


OO T a n OOO 

20 147.003 


rr aha 

7.079 


ATOM 239 


CG2 


VAL A 


20 146.352 


8.359 


ATOM 240 


H 


VAL A 


20 143.776 


8.020 


ATOM 241 


HA 


VAL A 


20 145.358 


5.773 


ATOM 242 


HB 


VAL A 


20 145.345 


8.392 



-1.944 1.00 0.00 
0.959 1.00 0.00 
-0.113 1.00 0.00 
1.471 1.00 0.00 
3.664 1.00 0.00 
4.257 1.00 0.00 
5.168 1.00 0.00 
5.403 1.00 0.00 
5.047 1.00 0.00 
6.010 1.00 0.00 
5.632 1.00 0.00 
5.240 1.00 0.00 
5.727 1.00 0.00 
4.207 1.00 0.00 
3.454 1.00 0.00 
5.617 1.00 0.00 
4.353 1.00 0.00 
6.013 1.00 0.00 
7.000 1.00 0.00 
5.679 1.00 0.00 
6.564 1.00 0.00 
7.845 1.00 0.00 
8.471 1.00 0.00 
6.930 1.00 0.00 
7.729 1.00 0.00 
5.677 1.00 0.00 
5.455 1.00 0.00 
6.043 1.00 0.00 
7.547 1.00 0.00 
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#H 2002-236129 



^--J: 53/ 



ATOM 243 


1 T tr* t tTAT A 

1HG1 VAL A 


A nw* t f\ A A 

ATOM 244 


OT m "1 T T A T A 

2HG1 VAL A 


ATOM 245 


OT 1 T T A T A 

3HG1 VAL A 


ATOM 246 


1HG2 VAL A 


a TWA K O /I rr 

ATOM 247 


2HG2 VAL A 


a nv\n f Oil o 

ATOM 248 


3HG2 VAL A 


ATOM 249 


N 


GLY A 


a nrWfc a o r*/\ 

ATOM 250 


CA 


GLY A 


A TW1 / O r" n 

ATOM 251 


c 


GLY A 


ATOM 252 


0 


GLY A 


A rn/M A rtr «^ 

ATOM 253 


H 


GLY A 


A /TV"\A f f\ r* A 

ATOM 254 


1HA 


GLY A 


ATOM 255 


2HA 


GLY A 


ATOM 256 


N 


SER A 


ATOM 257 


CA 


SER A 


ATOM 258 


c 


SER A 


ATOM 259 


o 


SER A 


ATOM 260 


CB 


SER A 


ATOM 261 


0G 


SER A 


ATOM 262 


TT 

H 


SER A 


ATOM 263 


HA 


SER A 


A nvvi A /* A 

ATOM 264 


1HB 


SER A 


ATOM 265 


2HB 


SER A 


ATOM 266 


HG 


SER A 


ATOM 267 


N 


LEU A 


ATOM 268 


CA 


LEU A 


ATOM 269 


C 


LEU A 


ATOM 270 


0 


LEU A 


ATOM 271 


CB 


LEU A 



20 147.813 7.792 

20 147.342 6.167 

20 146.674 6.864 

20 146.407 9.423 

20 145.676 8.167 

20 147.335 7.985 

21 144.691 4.802 
21 144.189 4.168 
21 143.139 3.114 
21 142.996 2.145 
21 145.376 4.354 
21 145.013 3.703 

21 143.756 4.923 

22 142.400 3.304 
22 141.358 2.363 
22 141.934 1.233 
22 142.916 1.420 
22 140.255 3.084 
22 139.291 3.639 
22 142.561 4.097 
22 140.936 1.943 
22 140.690 3.882 
22 139.763 2.384 

22 139.736 4.075 

23 141.319 0.059 
23 141.771 -1.103 
23 141.219 -1.074 
23 140.087 -0.646 
23 141.341 -2.394 



7.760 1.00 0.00 
7.260 1.00 0.00 
8.735 1.00 0.00 
5.856 1.00 0.00 
4.858 1.00 0.00 
5.429 1.00 0.00 
8.230 1.00 0.00 
9.435 1.00 0.00 
9.141 1.00 0.00 
9.887 1.00 0.00 
7.691 1.00 0.00 
9.954 1.00 0.00 
10.072 1.00 0.00 
8.051 1.00 0.00 
7.661 1.00 0.00 
6.815 1.00 0.00 
6.095 1.00 0.00 
6.886 1.00 0.00 
7.764 1.00 0.00 

7.498 1.00 0.00 
8.563 1.00 0.00 
6.302 1.00 0.00 
6.227 1.00 0.00 
8.494 1.00 0.00 
6.906 1.00 0.00 
6.149 1.00 0.00 
4.727 1.00 0.00 

4.499 1.00 0.00 
6.849 1.00 0.00 

miE#2 003-3083148 
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ATOM 272 


CG 


LEU A 


ATOM 273 


CD1 


LEU A 


ATOM 274 


CD2 


LEU A 


ATOM 275 


H 


LEU A 


ATOM 276 


HA 


LEU A 


ATOM 277 


1HB 


LEU A 


ATOM 278 


2HB 


LEU A 


ATOM 279 


HG 


LEU A 


ATOM 280 


1HD1 LEU A 


ATOM 281 


2HD1 LEU A 


ATOM 282 


3HD1 LEU A 


ATOM 283 


1HD2 LEU A 


ATOM 284 


2HD2 LEU A 


ATOM 285 


3HD2 LEU A 


ATOM 286 


N 


ALA A 


ATOM 287 


CA 


ALA A 


ATOM 288 


C 


ALA A 


ATOM 289 


0 


ALA A 


ATOM 290 


CB 


ALA A 


ATOM 291 


H 


ALA A 


ATOM 292 


HA 


ALA A 


ATOM 293 


1HB 


ALA A 


ATOM 294 


2HB 


ALA A 


ATOM 295 


3HB 


ALA A 


ATOM 296 


N 


GLU A 


ATOM 297 


CA 


GLU A 


ATOM 298 


C 


GLU A 


ATOM 299 


0 


GLU A 


ATOM 300 


CB 


GLU A 



23 142.012 -2.651 
23 141.094 -3.458 
23 143.339 -3.369 
23 140.542 -0.029 
23 142.849 -1.070 
23 140.273 -2.356 
23 141.566 -3.224 
23 142.211 -1.706 
23 140.445 -4.074 
23 140.499 -2.784 
23 141.689 -4.085 
23 143.169 -4.436 
23 143.997 -3.138 

23 143.792 -3.046 

24 142.025 -1.531 
24 141.617 -1.558 
24 142.162 -2.794 
24 143.002 -3.511 
24 142.082 -0.294 
24 142.916 -1.859 
24 140.538 -1.584 
24 143.093 -0.432 
24 142.051 0.537 

24 141.432 -0.091 

25 141.678 -3.036 
25 142.117 -4.186 
25 142.455 -3.774 
25 141.823 -2.884 
25 141.032 -5.265 



8.199 1.00 0.00 
9.106 1.00 0.00 
8.005 1.00 0.00 
7.497 1.00 0.00 
6.104 1.00 0.00 
7.002 1.00 0.00 
6.197 1.00 0.00 
8.682 1.00 0.00 
8.503 1.00 0.00 
9.705 1.00 0.00 
9.753 1.00 0.00 
7.969 1.00 0.00 
8.830 1.00 0.00 
7.080 1.00 0.00 
3.776 1.00 0.00 
2.376 1.00 0.00 
1.669 1.00 0.00 
2.211 1.00 0.00 
1.668 1.00 0.00 
4.019 1.00 0.00 
2.345 1.00 0.00 
1.314 1.00 0.00 
2.357 1.00 0.00 
0.830 1.00 0.00 
0.456 1.00 0.00 
-0.326 1.00 0.00 
-1.756 1.00 0.00 
-2.323 1.00 0.00 
-0.338 1.00 0.00 

ffifiE# 2003-3083148 
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ATOM 301 


pp 


PT TT A 


ATOM 302 


U) 


AT TT A 


atyym oao 

ATOM 303 


OJtl 


PT TT A 
VjLU A 


ATAM OA A 

ATOM 304 


AT?0 


PT TT A 

bLU A 


ATAM O AC 

ATOM 305 


u 
n 


PT TT A 

uLU A 


ATOM 306 


TJA 

HA 


PT TT A 

(jLU A 


AfATlJf OA*7 

ARM 307 


IHd 


PT TT A 

uLU A 


ATYYIJI OAO 

AluM 308 


OTJD 

2rlD 


PT TT A 
ULU A 


ATYMl/I OAA 

AluM 309 


1 TJA 


PT TT A 
bLU A 


AT*AH* OTA 

ATOM 310 


2rllj 


PT TT A 
(jLU A 


ATOM 311 


JN 


T7AT A 
VAL A 


ATOM 312 


LA 


\TM A 

VAL A 


ATY\H/T OIO 

ATOM 313 


A 


\7M A 

VAL A 


ATOM 314 


A 
0 


TTAT A 

VAL A 


ATYYRJf Ol C 

ATOM 315 


AO 


VAL A 


ATOM 316 


AAl 


\T AT A 

VAL A 


ATAM Ol T 

ATOM 317 




\rAT A 

VAL A 


ATAM OIO 

ATOM 31o 


H 


VAL A 


A TAM 0 1 A 

A10M oly 


HA 


VAL A 


ATAM OOA 

ATOM 320 


HB 


VAL A 


ATAM OOl 

ATOM 321 


1HG1 VAL A 


ATAM OOO 

ATOM 322 


2HG1 VAL A 


ATAM OOO 

AluM 323 


3HG1 VAL A 


ATAM no /I 

ATOM 324 


1HG2 VAL A 


ATOM 325 


2HG2 VAL A 


ATOM 326 


3HG2 VAL A 


ATOM 327 


N 


LYS A 


ATOM 328 


CA 


LYS A 


ATOM 329 


C 


LYS A 



25 141.479 -6.569 

25 140.325 -7.520 

25 140.422 -8.335 

25 139.324 -7.450 

25 141.010 -2.427 

25 143.004 -4.585 

25. 140.736 -5.472 

25 140.178 -4.896 

25 141.955 -6.348 

25 142.188 -7.053 

26 143.459 -4.429 
26 143.882 -4.131 
26 143.519 -5.267 
26 143.657 -6.442 
26 145.400 -3.881 
26 145.791 -3.373 
26 145.833 -2.901 
26 143.925 -5.129 
26 143.374 -3.233 
26 145.908 -4.819 
26 145.889 -2.297 
26 145.030 -3.648 
26 146.734 -3.812 
26 145.367 -3.169 
26 145.533 -1.902 

26 146.907 -2.938 

27 143.052 -4.909 
27 142.669 -5.900 
27 143.868 -6.308 



-0.978 1.00 0.00 
-1.231 1.00 0.00 
-2. 172 1. 00 0. 00 
-0.486 1.00 0.00 

0.076 1.00 0.00 

0.140 1.00 0.00 

0.680 1.00 0.00 
-0.885 1.00 0.00 
-1.921 1.00 0.00 
-0.323 1.00 0.00 
-2.333 1.00 0.00 
-3.695 1.00 0.00 
-4.644 1.00 0.00 
-4.305 1.00 0.00 
-3.770 1.00 0.00 
-5.149 1.00 0.00 
-2.690 1.00 0.00 
-1.829 1.00 0.00 
-4.014 1.00 0.00 

-3.600 1.00 0.00 

-5.123 1.00 0.00 

-5.864 1.00 0.00 

-5.440 1.00 0.00 

-1.753 1.00 0.00 

-2.968 1.00 0.00 

-2.582 1.00 0.00 

-5.837 1.00 0.00 

-6.836 1.00 0.00 

-7.685 1.00 0.00 

tafE# 2003-3083148 
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ATOM 330 


0 


LYS A 


ATOM 331 


CB 


LYS A 


ATOM 332 


CG 


LYS A 


• *-r^/~\^ f f\ fa fa 

ATOM 333 


CD 


LYS A 


i n^Al F FA FA a 

ATOM 334 


CE 


LYS A 


ATOM 335 


NZ 


LYS A 


* rnAi F FA FA 

ATOM 336 


H 


LYS A 


ATOM 337 


HA 


LYS A 


ATOM 338 


1HB 


LYS A 


A #nAt F Ft FA /\ 

ATOM 339 


2HB 


LYS A 


ATOM 340 


1HG 


LYS A 


ATOM 341 


2HG 


LYS A 


ATOM 342 


1HD 


LYS A 


ATOM 343 


2HD 


LYS A 


ft mAl F FA A J 

ATOM 344 


1HE 


LYS A 


ATOM 345 


2HE 


LYS A 


ATOM 346 


1HZ 


LYS A 


ATOM 347 


2HZ 


LYS A 


ATOM 348 


3HZ 


LYS A 


ft /Tl FA % F FA J FA 

ATOM 349 


N 


GLU A 


ATOM 350 


CA 


GLU A 


ATOM 351 


C 


GLU A 


ATOM 352 


0 


GLU A 


ATOM 353 


CB 


GLU A 


ATOM 354 


CG 


GLU A 


ATOM 355 


CD 


GLU A 


ATOM 356 


0E1 


GLU A 


ATOM 357 


0E2 


GLU A 


ATOM 358 


H 


GLU A 



27 144.189 -5.657 
27 141.557 -5.347 
27 140.454 -6.352 
27 139.652 -6.674 
27 138.931 -5.445 
27 139.738 -4.727 
27 142.964 -3.957 
27 142.299 -6.770 
27 141.115 -4.489 
27 141.988 -5.037 
27 139.790 -5.939 
27 140.898 -7.262 
27 138.922 -7.433 
27 140.324 -7.043 
27 138.735 -4.775 
27 137.996 -5.755 
27 140.748 -4.947 
27 139.443 -5.018 

27 139.603 -3.701 

28 144.529 -7.390 
28 145.694 -7.886 
28 145.709 -9.411 
28 144.797 -10.059 
28 146.980 -7.360 
28 147.981 -6.812 
28 149.350 -6.580 
28 149.538 -5.534 
28 150.233 -7.446 
28 144.225 -7.867 



-8.680 1.00 0.00 
-7.731 1.00 0.00 
-8.020 1.00 0.00 
-6.770 1.00 0.00 
-6.239 1.00 0.00 
-5.213 1.00 0.00 
-6.049 1.00 0.00 
-6.315 1.00 0.00 
-7.248 1.00 0.00 
-8.672 1.00 0.00 
-8.765 1.00 0.00 
-8.397 1.00 0.00 
-7.007 1.00 0.00 
-6.008 1.00 0.00 
-7.063 1.00 0.00 
-5.797 1.00 0.00 
-5.335 1.00 0.00 
-4.260 1.00 0.00 
-5.308 1.00 0.00 

-7.286 1.00 0.00 

-8.010 1.00 0.00 

-8.036 1.00 0.00 

-7.525 1.00 0.00 

-7.368 1.00 0.00 

-8.372 1.00 0.00 

-7.762 1.00 0.00 

-7.106 1.00 0.00 

-7.941 1.00 0.00 

-6.485 1.00 0.00 

ffilE# 2003-3083148 
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ATOM 359 HA GLU A 28 145.633 -7.520 -9.024 1.00 0.00 

ATOM 360 1HB GLU A 28 146.727 -6.570 -6.677 1.00 0.00 

ATOM 361 2HB GLU A 28 147.453 -8.164 -6.824 1.00 0.00 

ATOM 362 1HG GLU A 28 148.080 -7.517 -9.183 1.00 0.00 

ATOM 363 2HG GLU A 28 147.609 -5.873 -8.755 1.00 0.00 

ATOM 364 N ASN A 29 146.752 -9.977 -8.635 1.00 0.00 

ATOM 365 CA ASN A 29 146.886-11.426 -8.726 1.00 0.00 

ATOM 366 C ASN A 29 146.958-12.052 -7.335 1.00 0.00 

ATOM 367 0 ASN A 29 146.123-12.880 -6.974 1.00 0.00 

ATOM 368 CB ASN A 29 148.133 -11.794 -9.533 1.00 0.00 

ATOM 369 CG ASN A 29 147.812 -12.105 -10.982 1.00 0.00 

ATOM 370 0D1 ASN A 29 147.758 -13.268 -11.382 1.00 0.00 

ATOM 371 ND2 ASN A 29 147.598 -11.063 -11.777 1.00 0.00 

ATOM 372 H ASN A 29 147.448 -9.407 -9.023 1.00 0.00 

ATOM 373 HA ASN A 29 146.013 -11.808 -9.235 1.00 0.00 

ATOM 374 1HB ASN A 29 148.828 -10.969 -9.507 1.00 0.00 

ATOM 375 2HB ASN A 29 148.597 -12.664 -9.092 1.00 0.00 

ATOM 376 1HD2 ASN A 29 147.658 -10.166 -11.389 1.00 0.00 
ATOM 377 



ATOM 380 



ATOM 382 



ATOM 386 
ATOM 387 



2HD2 ASN A 


29 147.388 


-11.235 


-12.719 1.00 0.00 


N 


PRO A 


30 147.964 


-11.661 


-6.533 1.00 0.00 


CA 


PRO A 


30 148.142 


-12. 186 


-5.177 1.00 0.00 


C 


PRO A 


30 147. 167 


-11.559 


-4.180 1.00 0.00 


0 


PRO A 


30 147.291 


-10.383 


-3.839 1.00 0.00 


CB 


PRO A 


30 149.577 


-11.785 


-4.840 1.00 0.00 


CG 


PRO A 


30 149.809 


-10.537 


-5.617 1.00 0.00 


CD 


PRO A 


30 149.006 


-10.676 


-6.885 1.00 0.00 


HA 


PRO A 


30 148.048 


-13.261 


-5.151 1.00 0.00 


1HB 


PRO A 


30 149.666 


-11.614 


-3.777 1.00 0.00 


2HB 


PRO A 


30 150.254 


-12.571 


-5. 143 1. 00 0. 00 
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ATOM 388 
ATOM 389 
ATOM 390 
ATOM 391 
ATOM 392 
ATOM 393 
ATOM 394 
ATOM 395 
ATOM 396 
ATOM 397 
ATOM 398 
ATOM 399 
ATOM 400 
ATOM 401 
ATOM 402 
ATOM 403 
ATOM 404 
ATOM 405 
ATOM 406 
ATOM 407 
ATOM 408 
ATOM 409 
ATOM 410 
ATOM 411 
ATOM 412 
ATOM 413 
ATOM 414 
ATOM 415 
ATOM 416 



1HG PRO A 30 149.468 

2HG PRO A 30 150.859 

1HD PRO A 30 148. 564 

2HD PRO A 30 149. 628 

N PRO A 31 146. 181 

CA PRO A 31 145. 190 

C PRO A 31 145.794 

0 PRO A 31 146.067 

CB PRO A 31 144. 165 

CG PRO A 31 144. 925 

CD PRO A 31 145.955 

HA PRO A 31 144.712 

1HB PRO A 31 143.770 

2HB PRO A 31 143.361 

1HG PRO A 31 145.408 

2HG PRO A 31 144.260 

1HD PRO A 31 146.863 

2HD PRO A 31 145.569 



N PHE A 32 146.001 

CA PHE A 32 146.574 

C PHE A 32 145.715 

0 PHE A 32 144.802 

CB PHE A 32 147.998 

CG PHE A 32 148. 118 

CD1 PHE A 32 148.820 

CD2 PHE A 32 147.530 

CE1 PHE A 32 148.933 

CE2 PHE A 32 147.641 

CZ PHE A 32 148.342 



-9.684 -5.050 1.00 0.00 
-10.438 -5.849 1.00 0.00 
-9.730 -7.156 1.00 0.00 
-11.045 -7.685 1.00 0.00 
-12.338 -3.697 1.00 0.00 
-11.843 -2.736 1.00 0.00 
-11.586 -1.360 1.00 0.00 
-12.521 -0.606 1.00 0.00 
-12.976 -2.667 1.00 0.00. 
-14.198 -3.043 1.00 0.00 
-13.754 -4.044 1.00 0.00 
-10.941 -3.091 1.00 0.00 
-13.047 -1.663 1.00 0.00 
-12.782 -3.362 1.00 0.00 
-14.615 -2.170 1.00 0.00 
-14.924 -3.487 1.00 0.00 
-14.327 -3.934 1.00 0.00 
-13.846 -5.048 1.00 0.00 
-10.313 -1.038 1.00 0.00 
-9.933 0.248 1.00 0.00 
-8.877 0.935 1.00 0.00 
-8.315 0.330 1.00 0.00 
-9.406 0.061 1.00 0.00 
-8.373 -1.023 1.00 0.00 
-8.648 -2.186 1.00 0.00 
-7.127 -0.877 1.00 0.00 
-7.700 -3.184 1.00 0.00 
-6.173 -1.873 1.00 0.00 
-6.460 -3.028 1.00 0.00 
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ATOM 417 


TT 

H 


TJITT? A 

PHE A 


ATOM 418 


TT A 

HA 


nTTT> A 

PHE A 


ATOM 419 


1 TTD 

1HB 


T)TTP A 

PHE A 


ATOM 420 


OTTH 

2HB 


PHE A 


ATOM 421 


TTT\T 

HD1 


r>TTT? A 

PHE A 


ATAM /I OO 

ATOM 422 


TTT\0 

HD2 


TJTTT? A 

PHE A 


ATVYRf ii OO 

ATOM 423 


HE1 


TMTT? A 

PHE A 


ATAM >4 O A 

ATOM 424 


TTT70 

HE2 


r>TTT? A 

PHE A 


A TVMV M /IOC 

ATOM 425 


HZ 


TYTTT? A 

PHE A 


* nrv"Y» f j o/* 

ATOM 426 


N 


TM7T> A 

TYR A 


AOPAHf /4 Or? 

ATOM 427 


a a 

CA 


Ttro a 

TYR A 


ATOM 428 


A 


TYR A 


A TA1 % A OO 

ATOM 429 


0 


T\7T> A 

TYR A 


ATOM 430 


CB 


TYR A 


A rrVYR t A O 1 

ATOM 431 


aa 

CG 


TYR A 


A TV/\» X /ton 

ATOM 432 


or\i 

CD1 


TYR A 


ATAHf i| OO 

ATOM 433 


ATvO 

CD2 


TYR A 


A rp/\i f A O jI 

ATOM 434 


CE1 


TYR A 


a nrwn I J op 

ATOM 435 


at?o 

CE2 


rn\m A 

TYR A 


a tv\i jt J or 

ATOM 436 


cz 


TYR A 


ATVYHf A 0^7 

ATOM 437 


ATT 

OH 


TYR A 


ATOM 438 


TT 

H 


TYR A 


ATOM 439 


TT A 

HA 


rrrt rn a 

TYR A 


ATOM 440 


T TTD 

1HB 


TYR A 


AmAil A A 1 

ATOM 441 


OTm 

2HB 


rpt\rr> a 

TYR A 


ATOM 442 


HD1 


TYR A 


ATOM 443 


HD2 


TYR A 


ATOM 444 


HE1 


TYR A 


ATOM 445 


HE2 


TYR A 



32 145.764 
32 146.606 - 
32 148.333 
32 148.649 - 
32 149.281 
32 146.982 
32 149.483 
32 147.178 

32 148.429 

33 146.012 
33 145.266 
33 146.213 
33 147.222 
33 144.340 
33 143.079 
33 142.709 
33 142.257 
33 141.557 
33 141.103 
33 140.758 
33 139.610 
33 146.751 
33 144.669 
33 144.869 
33 144.051 
33 143.337 
33 142.531 
33 141.286 
33 140.477 



-9.613 -1.680 1.00 0.00 

-10.815 0.870 1.00 0.00 

-8.959 0.985 1.00 0.00 

-10.231 -0.190 1.00 0.00 

-9.617 -2.308 1.00 0.00 

-6.901 0.025 1.00 0.00 

-7.927 -4.086 1.00 0.00 

-5.206 -1.748 1.00 0.00 

-5.718 -3.807 1.00 0.00 

-8.612 2.203 1.00 0.00 

-7.623 2.973 1.00 0.00 

-6.681 3.708 1.00 0.00 

-7.110 4.269 1.00 0.00 

-8.318 3.973 1.00 0.00 

-8.869 3.348 1.00 0.00 

-10.196 3.538 1.00 0.00 

-8.064 2.568 1.00 0.00 

-10.703 2.969 1.00 0.00 

-8.566 1.996 1.00 0.00 

-9.885 2.199 1.00 0.00 

-10.387 1.630 1.00 0.00 

-9.094 2.631 1.00 0.00 

-7.047 2.282 1.00 0.00 

-9.139 4.432 1.00 0.00 

-7.610 4.736 1.00 0.00 

-10.833 4.141 1.00 0.00 
-7.032 2.411 1.00 0.00 
-11.737 3.127 1.00 0.00 
-7.924 1.393 1.00 0.00 
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ATOM 446 


TTTT 

HH 


TYR A 


a mf\\ K A Art 

ATOM 447 


M 

N 


/"vr \7 A 

GLY A 


ATOM 448 


r\ a 

CA 


GLY A 


ATOM 449 


c 


GLY A 


ATOM 450 


0 


GLY A 


a rr\/W A* A ^ 

ATOM 451 


T T 

H 


/"VT XT A 

GLY A 


ATOM 452 


ITT 1 

1HA 


AT TT ft 

GLY A 


ATOM 453 


nri A 

2HA 


AT TT A 

GLY A 


ATOM 454 


N 


TT A T A 

VAL A 


ATOM 455 


/> A 

CA 


TT AT A 

VAL A 


ATOM 456 


c 


TT A T A 

VAL A 


A OVM K A r~ n 

ATOM 457 


0 


TT A T A 

VAL A 


ATOM 458 


CB 


TT AT A 

VAL A 


a nv\i t a r* r\ 

ATOM 459 


CGI 


TT A T A 

VAL A 


ATOM 460 


CG2 


T T A T A 

VAL A 


ATOM 461 


H 


VAL A 


ATOM 462 


HA 


VAL A 


a rr\r\\ t a n o 

ATOM 463 


HB 


VAL A 


a m/M r a n A 

ATOM 464 


1HG1 VAL A 


ATOM 465 


2HG1 VAL A 


ATOM 466 


3HG1 VAL A 


ATOM 467 


1HG2 VAL A 


A nv\i i j a> f\ 

ATOM 468 


2HG2 VAL A 


ATOM 469 


3HG2 VAL A 


ATOM 470 


N 


ILE A 


ATOM 471 


CA 


ILE A 


ATOM 472 


C 


ILE A 


ATOM 473 


0 


ILE A 


ATOM 474 


CB 


ILE A 



33 139.802 -11.228 

34 145.881 -5.394 
34 146.711 -4.411 
34 145.948 -3.149 
34 144.896 -2.873 
34 145.066 -5.109 
34 147.103 -4.846 

34 147.537 -4.151 

35 146.480 -2.382 
35 145.842 -1.143 
35 146.536 0.070 
35 147.743 0.052 
35 145.848 -1.009 
35 147.273 -0.996 
35 145.095 0.240 
35 147.322 -2.656 
35 144.816 -1.165 
35 145.342 -1.869 
35 147.344 -0.295 
35 147.950 -0.699 
35 147.536 -1.984 
35 145.576 1.113 
35 145.096 0.307 

35 144.076 0.188 

36 145.764 1.122 
36 146.305 2.343 
36 147.257 3.039 
36 147.061 3.001 
36 145.182 3.324 



1.209 1.00 0.00 
3.704 1.00 0.00 
4.374 1.00 0.00 
4.725 1.00 0.00 
4.150 1.00 0.00 
3.241 1.00 0.00 
5.282 1.00 0.00 
3.727 1.00 0.00 
5.671 1.00 0.00 
6.098 1.00 0.00 

5.486 1.00 0.00 

5.247 1.00 0.00 

7.635 1.00 0.00 

8.169 1.00 0.00 

8.067 1.00 0.00 

6.092 1.00 0.00 

5.763 1.00 0.00 

8.050 1.00 0.00 

8.987 1.00 0.00 

7.381 1.00 0.00 

8.516 1.00 0.00 

7.652 1.00 0.00 

9.145 1.00 0.00 

7.712 1.00 0.00 

5.233 1.00 0.00 

4.648 1.00 0.00 
5.615 1.00 0.00 
6.830 1.00 0.00 

4.253 1.00 0.00 
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ATOM 475 


CGI 


ILE A 


ATOM 476 


CG2 


ILE A 


ATOM 477 


CD1 


ILE A 


ATOM 478 


H 


ILE A 


ATOM 479 


HA 


ILE A 


ATOM 480 


HB 


ILE A 


ATOM 481 


1HG1 


ILE A 


ATOM 482 


2HG1 


ILE A 


ATOM 483 


1HG2 ILE A 


ATOM 484 


2HG2 ILE A 


ATOM 485 


3HG2 ILE A 


ATOM 486 


1HD1 


ILE A 

INK 11 


ATOM 487 


2HD1 


ILE A 


ATOM 488 


3HD1 


ILE A 


ATOM 489 


N 


ARG A 


ATOM 490 


CA 


ARG A 


ATOM 491 


C 


ARG A 


ATOM 492 


0 


ARG A 


ATOM 493 


CB 


ARG A 


ATOM 494 


CG 


ARG A 


ATOM 495 


CD 


ARG A 


ATOM 496 


NE 


ARG A 


ATOM 497 


CZ 


ARG A 


ATOM 498 


NH1 


ARG A 


ATOM 499 


NH2 


ARG A 


ATOM 500 


H 


ARG A 


ATOM 501 


HA 


ARG A 


ATOM 502 


1HB 


ARG A 


ATOM 503 


2HB 


ARG A 



36 144.129 2.611 

36 145.758 4.516 

36 142.990 3.510 

36 144.808 1.075 

36 146.848 2.073 

36 144.717 3.687 

36 144.599 2.224 

36 143.711 1.791 

36 146.253 5.174 

36 144.960 5.051 

36 146.469 4.172 

36 142.253 3.558 

36 142.535 3.111 

36 143.369 4.500 

37 148.287 3.674 
37 149.271 4.379 
37 149.476 5.804 
37 149.174 6.769 
37 150.604 3.626 
37 150.463 2.137 
37 149.863 1.870 
37 150.865 1.945 
37 150.616 1.661 
37 149.401 1.284 
37 151.585 1.755 
37 148.389 3.668 
37 148.897 4.418 
37 151.069 3.754 
37 151.247 4.047 



3.400 1.00 0.00 
3.505 1.00 0.00 
2.971 1.00 0.00 
5.445 1.00 0.00 
3.754 1.00 0.00 
5.157 1.00 0.00 
2.509 1.00 0.00 
3.967 1.00 0.00 
4.204 1.00 0.00 
3.011 1.00 0.00 
2.770 1.00 0.00 
3.759 1.00 0.00 
2.076 1.00 0.00 
2.772 1.00 0.00 
5.067 1.00 0.00 

5.882 1.00 0.00 

5.378 1.00 0.00 

6.080 1.00 0.00 

5.872 1.00 0.00 

6.139 1.00 0.00 

7.511 1.00 0.00 

8.571 1.00 0.00 

9.847 1.00 0.00 
10.226 1.00 0.00 
10.749 1.00 0.00 

4.093 1.00 0.00 

6.893 1.00 0.00 

4.907 1.00 0.00 

6.632 1.00 0.00 
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ATAM CA/1 

A1UM oU4 


invj 


AKO A 


0*7 1/tG £OA 

5( 14y. ozu 


ATAM CAC 

ARM DUD 


our 


ADP A 

AKO A 


07 1C1 AA(\ 
5 1 101. 44U 


ATAM CA£ 

A1UM bub 


1HD 


ARG A 


Q7 1/tO AQC 

o i i4y.uyo 


ATAM CAT 

ARM oU/ 


2HD 


ARG A 


OT ^AO A OA 
5( 14y. 4Z4 


ATAM CAQ 

ARM 5Uo 


HE 


ARG A 


Q7 ici T7A 

of 101. / /u 


ATAM CAA 

AlUM 5U9 


1HH1 ARG A 


51 14o.OD/ 


ATAM CIA 

ARM olU 


2HH1 ARG A 


Q7 l/IO 091 

51 i4y.zzi 


ATAM CI 1 

ARM Oil 


1HH2 ARG A 


Q7 1 CO CA9 

51 lOZ. OUZ 


ATAM CIO 

ARM 512 


2HH2 ARG A 


on 1C1 OQQ 

o/ loi.oyo 


ATAM CIO 

ARM 51o 


N 


TRP A 


OQ "MA QQQ 

oo i4y. yoy 


ATAX/f C 1 vl 

AluM 514 


CA 


TRP A 


OQ 1 CA OOO 

oo lOU. 655 


ATAM CI C 

ATOM 515 


c 


TRP A 


OQ 1/IA /|Q1 

oo i4y.4yi 


A TAX* C1C 

ATOM 51o 


0 


TRP A 


OQ 1 AOk CI /I 

Oo 14y. 014 


ATOM 517 


CB 


TRP A 


OQ 1 CI 70C 
OO 101- /OO 


ATAlf CIO 

AluM 51o 


CG 


TRP A 


OQ 1 CO AC/1 
OO l0Z.U04 


ATA1UI CIA 

AluM 519 


CD1 


TRP A 


oq i co onn 
oo loz. Z/ / 


ATOM 520 




TOO A 

IKr A 


OQ 1 CO 1 QA 

oo loZ. loU 


ATA1UT COT 

ARM 521 


NE1 


TRP A 


OQ 1 CO CO/I 
OO lOZ. 0O4 


ATAfcJT COO 

ATOM 522 


CE2 


TRP A 


OQ ICO /IQA 

oo lOZ.4oU 


ATAUJI COO 

ATOM 523 


CE3 


TRP A 


OQ 1 CO A£Q 
oo lOZ.UOo 


ATAH/T COvl 

ARM 524 


CZ2 


TRP A 


OQ 1 CO ££Q 

oo loz. ooy 


KTVXKK COC 

ATOM 525 


CZ3 


TRP A 


OQ 1 CO 9C£ 
OO lOZ.ZOO 


ATAHJ CO/2 

ARM 526 


CH2 


TRP A 


OQ 1 CO CC/1 
OO lOZ. 004 


ATAlUT COT 

ATOM 527 


H 


TRP A 


OQ 1 CA OAQ 

oo 1DU. ZUo 


ATYMf COO 

AIl)M D^o 


HA 


TRP A 


OQ 1/1Q Q£C 

OO i4y. OOO 


ATOM 529 


1HB 


TRP A 


38 152.215 


ATOM 530 


2HB 


TRP A 


38 152.147 


ATOM 531 


HD1 


TRP A 


38 152.251 


ATOM 532 


HE1 


TRP A 


38 152.725 



1.705 5.386 1.00 0.00 

1.678 6.088 1.00 0.00 

2.605 7.702 1.00 0.00 

0.883 7.511 1.00 0.00 

2.221 8.319 1.00 0.00 

1.211 9.551 1.00 0.00 

1.071 11.187 1.00 0.00 

2.039 10.469 1.00 0.00 

I. 542 11.707 1.00 0.00 
5.929 4.158 1.00 0.00 
7.238 3.563 1.00 0.00 
7.382 2.237 1.00 0.00 
6.481 1.399 1.00 0.00 
7.456 3.349 1.00 0.00 
8.673 2.533 1.00 0.00 
9.938 2.997 1.00 0.00 
8.741 1.107 1.00 0.00 

10.787 1.947 1.00 0.00 

10.075 0.777 1.00 0.00 

7.801 0.079 1.00 0.00 

10.492 -0.540 1.00 0.00 

8.216 -1.226 1.00 0.00 

9.551 -1.526 1.00 0.00 

5.122 3.646 1.00 0.00 

7.987 4.249 1.00 0.00 

7.565 4.310 1.00 0.00 

6.595 2.842 1.00 0.00 

10.216 4.039 1.00 0.00 

II. 746 2.023 1.00 0.00 
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oy 
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U. ZZo l.UU U. UU 


ATAM C/4A 

AIUM b4U 


U 


TT T? A 

ILE A 


39 
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l.ooU l.UU U. UU 


ATAM C/tQ 
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AIUM b44 


LU1 


TT T? A 

ILJc, A 


39 


144. 728 


7 79C 
/. /Zb 


9 AO(\ 1 AA A AA 
Z.4ZU l.UU U. UU 


ATAM C/IC 

AIUM b4b 


ri 


TT T? A 
lLlS A 


39 


148.868 


Q 9A7 

y. zu/ 


9 7AA 1 AA A AA 

Z. /OU 1. UU u. UU 


ATAM C/1£ 

AluM b4o 


TJA 

rlA 


TT 1? A 

ILL A 


39 


148. 302 


Q AA7 
O. UU/ 


A 1 OQ 1 AA A AA 
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146. 182 


£ 7C9 

o. /bZ 


1 9QQ 1 AA A AA 

i. zoy i. uu u. uu 


ATAM C/IA 

AluM b4y 


2HG1 


ILE A 


39 


146. 804 


7 A 7C 
/. 4/0 


9 717 1 AA A A A 
Z. /I / 1. UU U. UU 


ATAM CCA 

AlUM bbU 


1HG2 ILE A 


39 


146.045 


Q AQA 

o. UoU 


A QQ9 1 AA A AA 
-U. ooZ l.UU U. UU 


ATAM CC1 

AIUM bbl 


2HG2 ILE A 


39 


146. 125 


y. o4u 


A 7C9 1 AA A AA 
-U. /DZ l.UU U. UU 


ATAM CCO 

AluM bbZ 


3HG2 ILE A 


39 


144.763 


o. yoo 


A A9Q 1 AA A AA 

-U.UZo l.UU u.uu 


ATAM CCQ 

AIUM bbo 


1HD1 


ILE A 


39 


144. 041 


7 9AQ 
/ . ZOO 


1 797 1 AA A AA 
1. /Z / 1. UU U. UU 


ATAM CC/I 

AlUM bb4 


2HD1 


ILE A 


39 144.468 


Q 7AC 

o. /bb 


9 C/17 1 AA A AA 

Z.b4/ l.UU u.uu 


ATAM ccc 
AluM bbb 


3HD1 


ILE A 


39 


144.669 


r7 ooi 
/ . ^Zl 


Q OHA 1 AA A AA 

O. o/4 1. UU U. UU 


ATAM CCA 

AIUM bob 


N 


GLY A 


40 


149.303 


1 A ACT 
1U. UOl 


A QAG 1 AA A AA 
—U. oOD l.UU U.UU 


ATAM CC7 
AIUM OD( 


CA 


GLY A 


40 


149. 784 


1 1 9C£ 

11. Zbo 


1 C1Q 1 AA A AA 

— l.Olo l.UU u.uu 


ATOM 558 


C 


GLY A 


40 150.325 


11.000 


-2.905 1.00 0.00 


ATOM 559 


0 


GLY A 


40 


150. 197 


9.896 


-3.437 1.00 0.00 


ATOM 560 


H 


GLY A 


40 


149. 542 


9.172 


-1.228 1.00 0.00 


ATOM 561 


1HA 


GLY A 


40 


148. 973 


11.963 


-1.580 1.00 0.00 



mm? 2003-3083148 



2002-236129 



^-y: 64/ 



ATOM 562 
ATOM 563 
ATOM 564 
ATOM 565 
ATOM 566 
ATOM 567 
ATOM 568 
ATOM 569 
ATOM 570 
ATOM 571 
ATOM 572 
ATOM 573 
ATOM 574 
ATOM 575 
ATOM 576 
ATOM 577 
ATOM 578 
ATOM 579 
ATOM 580 
ATOM 581 
ATOM 582 
ATOM 583 
ATOM 584 
ATOM 585 
ATOM 586 
ATOM 587 
ATOM 588 
ATOM 589 
ATOM 590 



2HA GLY A 
N GLN A 
CA GLN A 
C GLN A 
0 GLN A 
CB GLN A 
CG GLN A 
CD GLN A 
0E1 GLN A 
NE2 GLN A 
H GLN A 
HA GLN A 
1HB GLN A 
2HB GLN A 
1HG GLN A 
2HG GLN A 
1HE2 GLN A 
2HE2 GLN A 
N PRO A 
CA PRO A 
C PRO A 
0 PRO A 
CB PRO A 
CG PRO A 
CD PRO A 
HA PRO A 
1HB PRO A 
2HB PRO A 
1HG PRO A 



40 150.569 

41 150.931 
41 151.497 
41 152.964 
41 153.276 
41 150.698 
41 149.196 
41 148.417 
41 148.369 
41 147.802 
41 150.998 
41 151.430 
41 150.906 
41 151.013 
41 148.889 
41 148.965 
41 147.884 

41 147.291 

42 153.889 
42 155.326 
42 155.671 
42 154.902 
42 155.961 
42 154.953 
42 153.614 
42 155.691 
42 156.152 
42 156.886 
42 155.054 



11.684 -0.909 1.00 0.00 
12.024 -3.494 1.00 0.00 
11.918 -4.833 1.00 0.00 
12.346 -4.832 1.00 0.00 
13.509 -4.574 1.00 0.00 
12.783 -5.807 1.00 0.00 
12.573 -5.716 1.00 0.00 
13.867 -5.845 1.00 0.00 
14.671 -4.914 1.00 0.00 
14.074 -7.002 1.00 0.00 
12.876 -3.016 1.00 0.00 
10.886 -5.142 1.00 0.00 
13.822 -5.600 1.00 0.00 
12.556 -6.814 1.00 0.00 
11.906 -6.508 1.00 0.00 
12.125 -4.761 1.00 0.00 
13.389 -7.698 1.00 0.00 
14.902 -7.114 1.00 0.00 
11.412 -5.117 1.00 0.00 
11.708 -5.142 1.00 0.00 
12.825 -6.122 1.00 0.00 
13.119 -7.038 1.00 0.00 
10.387 -5.590 1.00 0.00 

9.346 -5.249 1.00 0.00 
10.000 -5.435 1.00 0.00 
11.970 -4.160 1.00 0.00 
10.420 -6.653 1.00 0.00 
10.230 -5.057 1.00 0.00 

8.501 -5.913 1.00 0.00 



tBiE# 2003-3083148 



mm. 2002-236129 



^-V: 65/ 



ATOM 591 


2HG 


PRO A 


42 155.078 


ATOM 592 


1HD 


PRO A 


42 153.280 


ATOM 593 


2HD 


PRO A 


42 152.891 


ATOM 594 


N 


PRO A 


43 156.841 


ATOM 595 


CA 


PRO A 


43 157.286 


ATOM 596 


C 


PRO A 


43 157.707 


ATOM 597 


0 


PRO A 


43 158.879 


ATOM 598 


CB 


PRO A 


43 158.488 


ATOM 599 


CG 


PRO A 


43 159.013 


ATOM 600 


CD 


PRO A 


43 157.817 


ATOM 601 


HA 


PRO A 


43 156.525 


ATOM 602 


1HB 


PRO A 


43 159.220 


ATOM 603 


2HB 


PRO A 


43 158. 167 


ATOM 604 


1HG 


PRO A 


43 159.702 


ATOM 605 


2HG 


PRO A 


43 159.504 


ATOM 606 


1HD 


PRO A 


43 158.074 


ATOM 607 


2HD 


PRO A 


43 157.438 


ATOM 608 


N 


GLY A 


44 156.742 


ATOM 609 


CA 


GLY A 


44 157.035 


ATOM 610 


C 


GLY A 


44 155.815 


ATOM 611 


0 


GLY A 


44 155.511 


ATOM 612 


H 


GLY A 


44 155.826 


ATOM 613 


1HA 


GLY A 


44 157.422 


ATOM 614 


2HA 


GLY A 


44 157.789 


ATOM 615 


N 


LEU A 


45 155.112 


ATOM 616 


CA 


LEU A 


45 153.916 


ATOM 617 


C 


LEU A 


45 152.704 


ATOM 618 


0 


LEU A 


45 152.622 


ATOM 619 


CB 


LEU A 


45 154.123 



9.034 -4.222 1.00 0.00 
9.891 -6.457 1.00 0.00 
9.583 -4.751 1.00 0.00 
13.463 -5.943 1.00 0.00 
14.551 -6.816 1.00 0.00 
14.053 -8.193 1.00 0.00 
13.762 -8.429 1.00 0.00 
15.132 -6.072 1.00 0.00 
14.001 -5.259 1.00 0.00 
13.173 -4.876 1.00 0.00 
15.310 -6.925 1.00 0.00 
15.481 -6.786 1.00 0.00 
15.952 -5.447 1.00 0.00 
13.414 -5.848 1.00 0.00 
14.381 -4.375 1.00 0.00 
12.124 -4.864 1.00 0.00 
13.479 -3.913 1.00 0.00 
13.956 -9.102 1.00 0.00 
13.493 -10.444 1.00 0.00 
12.935 -11.146 1.00 0.00 
13.319 -12.275 1.00 0.00 
14.202 -8.859 1.00 0.00 
14.318 -11.021 1.00 0.00 
12.721 -10.389 1.00 0.00 
12.028 -10.476 1.00 0.00 
11.419 -11.047 1.00 0.00 
11.673 -10.162 1.00 0.00 
11.161 -9.045 1.00 0.00 
9.914 -11.228 1.00 0.00 



fcBfE# 2003-3083148 



2002-236129 



66/ 



ATOM 620 CG LEU A 45 154.702 

ATOM 621 CD1 LEU A 45 154.398 

ATOM 622 CD2 LEU A 45 156.202 

ATOM 623 H LEU A 45 155.402 

ATOM 624 HA LEU A 45 153.744 

ATOM 625 1HB LEU A 45 153. 168 

ATOM 626 2HB LEU A 45 154.792 

ATOM 627 HG LEU A 45 154.240 

ATOM 628 1HD1 LEU A 45 153.895 

ATOM 629 2HD1 LEU A 45 155.321 

ATOM 630 3HD1 LEU A 45 153. 763 

ATOM 631 1HD2 LEU A 45 156. 405 

ATOM 632 2HD2 LEU A 45 156. 558 

ATOM 633 3HD2 LEU A 45 156. 709 

ATOM 634 N ASN A 46 151. 760 

ATOM 635 CA ASN A 46 150. 556 

ATOM 636 C ASN A 46 149. 628 

ATOM 637 0 ASN A 46 149. 007 

ATOM 638 CB ASN A 46 149. 829 

ATOM 639 CG ASN A 46 148. 973 

ATOM 640 0D1 ASN A 46 147. 746 

ATOM 641 ND2 ASN A 46 149. 619 

ATOM 642 H ASN A 46 151.875 

ATOM 643 HA ASN A 46 150. 852 

ATOM 644 1HB ASN A 46 150. 557 

ATOM 645 2HB ASN A 46 149. 191 

ATOM 646 1HD2 ASN A 46 150. 599 

ATOM 647 2HD2 ASN A 46 149. 091 

ATOM 648 N GLU A 47 149. 543 



9.190 -10.012 1.00 0.00 
7.699 -10.079 1.00 0.00 
9.431 -9.913 1.00 0.00 
11.763 -9.577 1.00 0.00 
11.868 -12.013 1.00 0.00 
9.467 -11.467 1.00 0.00 
9.761 -12.061 1.00 0.00 
9.583 -9.116 1.00 0.00 
7.394 -9.174 1.00 0.00 
7.147 -10.182 1.00 0.00 
7.498 -10.930 1.00 0.00 
10.107 -9.095 1.00 0.00 
9.867 -10.836 1.00 0.00 
8.493 -9.739 1.00 0.00 
12.464 -10.662 1.00 0.00 
12.771 -9.903 1.00 0.00 
11.563 -9.860 1.00 0.00 
11.207 -10.861 1.00 0.00 
13.967 -10.521 1.00 0.00 
14.709 -9.514 1.00 0.00 
14.622 -9.540 1.00 0.00 
15.445 -8.617 1.00 0.00 
12.844 -11.558 1.00 0.00 
13.021 -8.895 1.00 0.00 
14.655 -10.922 1.00 0.00 
13.619 -11.320 1.00 0.00 
15.468 -8.655 1.00 0.00 
15.936 -7.953 1.00 0.00 
10.935 -8.693 1.00 0.00 



ffitE# 2003-3083148 



mm 2002-236129 



^-v: 67/ 



ATOM 649 CA GLU A 47 148. 693 

ATOM 650 C GLU A 47 148. 523 

ATOM 651 0 GLU A 47 149. 502 

ATOM 652 CB GLU A 47 149.286 

ATOM 653 CG GLU A 47 150. 801 

ATOM 654 CD GLU A 47 151.389 

ATOM 655 0E1 GLU A 47 151.498 

ATOM 656 0E2 GLU A 47 151.742 

ATOM 657 H GLU A 47 150. 064 

ATOM 658 HA GLU A 47 147. 725 

ATOM 659 1HB GLU A 47 148. 866 

ATOM 660 2HB GLU A 47 149.014 

ATOM 661 1HG GLU A 47 151.218 

ATOM 662 2HG GLU A 47 151.070 

ATOM 663 N VAL A 48 147. 281 

ATOM 664 CA VAL A 48 146.998 

ATOM 665 C VAL A 48 147. 382 

ATOM 666 0 VAL A 48 146.654 

ATOM 667 CB VAL A 48 145. 510 

ATOM 668 CGI VAL A 48 145. 280 

ATOM 669 CG2 VAL A 48 145.028 

ATOM 670 H VAL A 48 146.539 

ATOM 671 HA VAL A 48 147. 586 

ATOM 672 HB VAL A 48 144.938 

ATOM 673 1HG1 VAL A 48 146.009 

ATOM 674 2HG1 VAL A 48 145. 384 

ATOM 675 3HG1 VAL A 48 144.286 

ATOM 676 1HG2 VAL A 48 144.888 

ATOM 677 2HG2 VAL A 48 145.764 



9.766 -8.511 1.00 0.00 
9.444 -7.031 1.00 0.00 
9.193 -6.327 1.00 0.00 
8.558 -9.243 1.00 0.00 
8.468 -9.150 1.00 0.00 
7.499 -10.156 1.00 0.00 
7.871 -11.345 1.00 0.00 
6.370 -9.757 1.00 0.00 
11.268 -7.933 1.00 0.00 
9.991 -8.932 1.00 0.00 
7.656 -8.820 1.00 0.00 
8.615 -10.286 1.00 0.00 
9.446 -9.329 1.00 0.00 
8.140 -8.157 1.00 0.00 
9.445 -6.564 1.00 0.00 
9.146 -5.167 1.00 0.00 
7.708 -4.839 1.00 0.00 
6.771 -5.164 1.00 0.00 
9.358 -4.832 1.00 0.00 
9.261 -3.332 1.00 0.00 
10.698 -5.367 1.00 0.00 
9.647 -7.171 1.00 0.00 
9.814 -4.555 1.00 0.00 
8.577 -5.311 1.00 0.00 
9.870 -2.816 1.00 0.00 
8.234 -3.018 1.00 0.00 
9.612 -3.096 1.00 0.00 
10.631 -6.435 1.00 0.00 
11.458 -5.149 1.00 0.00 



tBSE# 2003-3083148 



£j#M 2002-236129 



: 68/ 



ATOM 678 


3HG2 VAL A 


48 


144. 092 


10.958 


-4.896 1.00 0.00 


ATOM 679 


N 


LEU A 


49 


148. 535 


7.539 


a nAi i a a a aa 

-4.201 1.00 0.00 


ATOM 680 


CA 


LEU A 


49 149.018 


6.214 


a aaa i aa f\ aa 

-3.836 1.00 0.00 


ATOM 681 


c 


LEU A 

LdUXJ XX 


49 


148 878 


5.981 


-2.338 1.00 0.00 


ATOM 682 


o 


LEU A 


49 


149 538 


6.638 


-1.532 1.00 0.00 


ATOM 683 


CB 


LEU A 

J a i\J XX 


49 


150 480 


6.046 


a or*/* 1 AA A A/"\ 

-4.256 1.00 0.00 


ATOM 684 


CG 


LEU A 


49 


150 733 


6. 129 


-5.763 1.00 0.00 


ATOM 685 


CD1 


LEU A 


49 


152 125 


6.676 


-6.041 1.00 0.00 


ATOM 686 


CD2 


LEU A 


49 


150 556 

X.\J\J • \J\J\J 


4. 763 


/% i r\r\ i AA r\ aa 

-6.408 1.00 0.00 


ATOM 687 


H 


LEU A 

1 J \J IX 


49 


149 075 


8. 325 


A Ar">T -» AA A A A 

-3.971 1.00 0.00 


■ stya* r r* a a 

ATOM 688 


HA 


LEU A 


49 


148 417 


1— J A A 

5.486 


j A/»A i A A A A A 

-4.360 1.00 0.00 


ATOM 689 


1HB 


LEU A 


49 


151 062 

i-L/X » \J\J LJ 


6. 815 


A ^ 1 AA A AA 

-3.771 1.00 0.00 


ATOM 690 


2HB 


LEU A 


49 


150 824 


5.084 


A A 1 A 1 A A A AA 

-3.910 1.00 0.00 


ATOM 691 


HG 


LEU A 


49 


150 016 


6. 805 


/» OA/* T A A A A A 

-6.206 1.00 0.00 


ATOM 692 


1HD1 LEU A 


49 


152 859 


6.065 


r" r™ A r - t a A a a /*\ 

-5.535 1.00 0.00 


ATOM 693 


2HD1 LEU A 


49 


152 192 


7.691 


P™ f+P1f\ "1 AA A AA 

-5.679 1.00 0.00 


ATOM 694 


3HD1 LEU A 


49 


152 313 


6.658 


"l A /4 1 A /A A A A 

-7. 104 1.00 0.00 


ATOM 695 


1HD2 LEU A 


49 


151 466 


4. 192 


A AAA -1 AA A A A 

-6.299 1.00 0.00 


ATOM 696 


2HD2 LEU A 


49 


150 332 


4.887 


w~l A (— (~\ 1 A A A A A 

-7.458 1.00 0.00 


ATOM 697 


3HD2 LEU A 


49 


149 744 


4. 241 


f— Ann 1 A A A A A 

-5.927 1.00 0.00 


ATOM 698 


N 


ALA A 


50 


148.016 


5.041 


1 A A H A A A A A 

-1.969 1.00 0.00 


ATOM 699 


CA 


ALA A 


50 


147.792 


4.725 


a r" f* rr i a r\ a a a 

-0.567 1.00 0.00 


ATOM 700 


C 


ALA A 


50 


148.710 


3.597 


A 1 A/» 1 A A A A A 

-0. 106 1.00 0.00 


ATOM 701 


0 


ALA A 


50 


148.601 


2.465 


a r" nr? t a a a aa 

-0.577 1.00 0.00 


ATOM 702 


CB 


ALA A 


50 


146.334 


4.353 


A A A r" 1 A A A A A 

-0.335 1.00 0.00 


ATOM 703 


H 


ALA A 


50 


147.518 


4.551 


-2.657 1.00 0.00 


ATOM 704 


HA 


ALA A 


50 148.009 


5.613 


0.009 1.00 0.00 


ATOM 705 


1HB 


ALA A 


50 


145.791 


5.222 


0.005 1.00 0.00 


ATOM 706 


2HB 


ALA A 


50 


146.275 


3.576 


0.412 1.00 0.00 



£BSE# 2003-3083148 



2002-236129 



y<-z?: 69/ 



ATOM 707 
ATOM 708 
ATOM 709 
ATOM 710 
ATOM 711 
ATOM 712 
ATOM 713 
ATOM 714 
ATOM 715 
ATOM 716 
ATOM 717 
ATOM 718 
ATOM 719 
ATOM 720 
ATOM 721 
ATOM 722 
ATOM 723 
ATOM 724 
ATOM 725 
ATOM 726 
ATOM 727 
ATOM 728 
ATOM 729 
ATOM 730 
ATOM 731 
ATOM 732 
ATOM 733 
ATOM 734 
ATOM 735 



3HB ALA A 
N GLY A 



CA GLY A 
C GLY A 
0 GLY A 
H GLY A 
1HA GLY A 
2HA GLY A 
N LEU A 
CA LEU A 
C LEU A 
0 LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLU A 
CA GLU A 



50 145.903 

51 149.612 
51 150.535 
51 149.844 
51 149.329 
51 149.653 
51 151.018 

51 151.286 

52 149.831 
52 149.197 
52 150.243 
52 151.202 
52 148.321 
52 147.056 
52 146.413 
52 146.072 
52 150.258 
52 148.576 
52 148.914 
52 148.025 
52 147.320 
52 147.183 
52 145.776 
52 145.822 
52 146.235 
52 145.063 

52 146.220 

53 150.052 
53 150.978 



3.997 -1.259 1.00 0.00 

3.914 0.815 1.00 0.00 

2.916 1.323 1.00 0.00 

1.863 2.167 1.00 0.00 

2.161 3.245 1.00 0.00 

4.833 1.153 1.00 0.00 

2.431 0.488 1.00 0.00 

3.408 1.924 1.00 0.00 

0.629 1.676 1.00 0.00 

-0.472 2.394 1.00 0.00 

-1.373 3.043 1.00 0.00 

-1.795 2.395 1.00 0.00 

-1.291 1.444 1.00 0.00 

-0.582 0.958 1.00 0.00 

-1.358 -0.180 1.00 0.00 

-0.402 2.105 1.00 0.00 

0.452 0.813 1.00 0.00 

-0.048 3.168 1.00 0.00 

-1.558 0.582 1.00 0.00 

-2.197 1.951 1.00 0.00 

0.398 0.587 1.00 0.00 

-1.760 -0.823 1.00 0.00 

-0.698 -0.752 1.00 0.00 

-2.167 0.223 1.00 0.00 

-1.174 2.843 1.00 0.00 

-0.473 1.728 1.00 0.00 

0.567 2.558 1.00 0.00 

-1.664 4.326 1.00 0.00 

-2.514 5.063 1.00 0.00 



ffifE# 2003-3083148 



&m 2002-236129 



^-v : 70/ 



AmAljf 7 Of* 

ATOM 736 


L 


AT TT A 
GLU A 


co i ca a cc 

do loU. 455 


O A A C 

-3. 945 


ATOM 737 


A 
0 


AT TT A 
GLU A 


CO 1 A A A OA 

53 149.489 


A OOO 

-4. 223 


ATOM 738 


LB 


AT TT A 
GLU A 


CO TCI OAvi 

53 151.204 


1 AC A 

-1. 959 


ATOM 739 


aa 
LG 


AT TT A 
GLU A 


CO ICO 1 AO 

53 152. 193 


O HCLCk 

-2. 769 


A10M 740 


CD 


AT TT A 
GLU A 


CO 1 CI QOC 

53 lol.o2o 


O QOA 

-2. o2U 


ATOM 741 


AT? 1 

Obi 


AT TT A 

GLU A 


CO 1 C A TO A 

53 150. 789 


O A OC 

-3. 436 


ATOM 742 


0E2 


AT TT A 

GLU A 


CO ICO C71 

53 152. 571 


O OA A 

-2. 244 


ATOM 743 


TT 

H 


AT TT A 

GLU A 


CO 1 A A AAA 

53 149. 269 


t OA7 

-1. 297 


A TVMkJ rt A A 

ATOM 744 


TT A 

HA 


AT TT A 

GLU A 


CO 1 CI ATA 

53 151.919 


O CIA 

-2. 519 


ATVMl/ f7 AC 

ATOM 745 


1 TTT) 

1HB 


AT TT A 

GLU A 


CO 1 C 1 C77 

53 151.577 


A A A A 

-0. 949 


A TVMUT f~f A H 

ATOM 746 


2HB 


AT TT A 

GLU A 


CO 1 CA OCA 

53 150.259 


1 C\A A 

-1. 944 


A TAH K 7 A 1*7 

ATOM 747 


T TTA 

1HG 


AT TT A 

GLU A 


CO ICO OTA 

53 152. 219 


O 77A 

-3. 779 


A TVMUT 1 A O 

ATOM 748 


OTTA 

2HG 


AT TT A 

GLU A 


CO ICO 1 TO 

53 153. 172 


O OOO 

-2. 323 


A TVMUT 7>IA 

ATOM 749 


N 


T T?TT A 

LEU A 


C A 1C1 AAH 

54 151.097 


A O AO 

-4. 848 


ATVMl/T 7C/\ 

ATOM 750 


a a 

CA 


T T7TT A 

LEU A 


c a i ca r c\r 

54 150. 696 


r oca 

-6. 250 


ATYMUT 7C1 

ATOM 751 


C 


T TTT A 

LEU A 


C A 1 CA c\r A 

54 150. 964 


r AAO 

-6. 903 


A tvmi f nr o 

ATOM 752 


0 


T T?TT A 

LEU A 


C A ICO A07 

54 152.037 


il 70C 

-6. 735 


ATVMl/f 7CO 

ATOM 753 


LB 


T T?TT A 

LEU A 


C A 1 C 1 A OA 

54 151.439 


7 AAQ 

-7. OUo 


atvmut nc >) 

ATOM 754 


aa 

LG 


T T7TT A 

LEU A 


C A 1C1 077 

54 151,377 


a oco 
-6. 362 


ATOM 755 


GDI 


T T?TT A 

LEU A 


C A ICO C 77 

54 152. 577 


C 770 

-6. 778 


ATOM 756 


at\o 

CD2 


T T7TT A 

LEU A 


C A 1 C A AO A 

54 150.080 


C 70 /I 

-6. 734 


ATVUf 

ATOM 757 


TT 

H 


T T?TT A 

LEU A 


C A 1C1 OCA 

54 151.859 


A C£C 

-4. ooD 


ATVMff 7C O 

ATOM 758 


TT A 

HA 


T T?TT A 

LEU A 


C A 1 y|A COC 

54 149.635 


C OAA 

-6. 290 


A TVMl r 7CA 

ATOM 759 


1HB 


LEU A 


C A ICO A nil 

54 152.476 


7 A A /I 

-7. 094 


A TVMl t 7/* A 

ATOM 760 


2HB 


LEU A 


C A TCI ATA 

54 151.019 


O AAA 

-8. OUO 


ATOM 761 


HG 


LEU A 


54 151.404 


-5. 288 


ATOM 762 


1HD1 LEU A 


54 152.294 


-6.815 


ATOM 763 


2HD1 LEU A 


54 152.914 


-7. 755 


ATOM 764 


3HD1 LEU A 


54 153.373 


-6.062 



5.146 1.00 0.00 
5.858 1.00 0.00 
6.470 1.00 0.00 
7.292 1.00 0.00 
8.762 1.00 0.00 
9.095 1.00 0.00 
9.581 1.00 0.00 
4.787 1.00 0.00 ' 
4.532 1.00 0.00 
6.391 1.00 0.00 
6.995 1.00 0.00 
6.909 1.00 0.00 
7.196 1.00 0.00 
4.413 1.00 0.00 
4.404 1.00 0.00 
5.757 1.00 0.00 
6.335 1.00 0.00 
3.302 1.00 0.00 
1.917 1.00 0.00 
1.080 1.00 0.00 
1.215 1.00 0.00 
3.866 1.00 0.00 
4.203 1.00 0.00 
3.591 1.00 0.00 
3.231 1.00 0.00 
2.026 1.00 0.00 
0.038 1.00 0.00 
1.396 1.00 0.00 
1.212 1.00 0.00 



mm 2003-3083148 



mm 2 0 0 2-2 3 6 1 2 9 ^- v : 71/ 



ATOM 7fiR 

AIUIVI i\jD 


"I WTV9 


T TTTT A 


ATOM 7fiA 
AlUM #00 




T T?TT A 
ULU A 


ATOM 7A7 
AlUM (0/ 




T TTTT A 
HSU A 


AlUM /Do 


IN 


PTTT A 
ul-»U A 


ATOM 7 AO 

aium /oy 


PA 
UA 


PT TT A 
vxbU A 


ATOM 77fl 
AlUM t t\) 




PT TT A 
U.LU A 


ATOM 771 
AlUM til 


U 


PT TT A 
ULU A 


ATfiM 779 
AlUM 116 


PP 
Ud 


PTTT A 


ATOM 773 
A 1 UM / / O 


rr 

Uu 


PT TT A 
ULU A 


ATPM 77/1 
AlUM / /ft 


pfi 


PT TT A 
VxLU A 


ATHM 77^ 
AlUM / (0 


UIS1 


PT TT A 


ATfiM 77 A 
AlUM / (0 




PT TT A 

uJLU A 


ATOM 777 
AlUM / / f 


u 
11 


PT TT A 
vxLU A 


ATHM 77ft 
AlUM t to 


PA 
nA 


PT TT A 
VxLU A 


ATHM 770 
AlUM / tz) 


1 "LTD 
lilD 


PT TT A 
VxLU A 


ATHM 7 an 
A 1 UM / o\) 




PT TT A 


AlUM /oi 


TUP 


PT TT A 

OJLfU A 


ATfiM 7ft9 
AIUIVI toCt 


9HP 


PT TT A 
KjLiV A 


ATfiM 7ftQ 
AlUM /oo 


IN 


AQP A 
Aor A 


ATfiM 7ft/l 
AlUM toHt 


PA 
UA 


AQP A 
Aor A 


ATfiM 7ftR 
AIUIVI 10O 


p 

u 


AQP A 

Aor A 


ATfiM 7ftA 
AlUM /oO 


u 


AQP A 

Aor A 


ATfiM 7ft7 
AlUM tot 


pr 

UD 


AQP A 

Aor A 


ATfiM 7ft ft 
AlUM 1 OO 


pp 

w 


AQP A 
Aor A 


ATYW 7ftO 

AlUM /oy 


KJUl 


AQP A 
Aor A 


ATOM 790 


0D2 


ASP A 


ATOM 791 


H 


ASP A 


ATOM 792 


HA 


ASP A 


ATOM 793 


1HB 


ASP A 



54 150.087 -6.336 
54 149.244 -6.321 

54 149.988 -7.809 

55 149.981 -7.645 
55 150.112 -8.323 
55 151.134 -9.452 
55 151.849 -9.725 
55 148.758 -8.876 
55 147.661 -7.825 
55 146.606 -8.144 
55 146.111 -7.202 
55 146.273 -9.338 
55 149.149 -7.740 
55 150.452 -7.597 
55 148.450 -9.646 
55 148.867 -9.310 
55 148.106 -6.873 

55 147.185 -7.764 

56 151.196 -10.104 
56 152.131 -11.204 
56 153.441 -10.699 
56 153.443 -9.875 
56 151.513 -12.260 
56 151.896 -13.671 
56 152.482 -14.388 
56 151.612 -14.057 
56 150.601 -9.839 
56 152.336 -11.650 
56 150.437 -12.175 



0.212 1.00 0.00 
1.761 1.00 0.00 
1.175 1.00 0.00 
6.255 1.00 0.00 
7.540 1.00 0.00 
7.459 1.00 0.00 
8.422 1.00 0.00 
7.988 1.00 0.00 
8.049 1.00 0.00 
9.089 1.00 0.00 
9.743 1.00 0.00 

9.250 1.00 0.00 

5.746 1.00 0.00 

8.264 1.00 0.00 

7.297 1.00 0.00 

8.971 1.00 0.00 

8.292 1.00 0.00 

7.081 1.00 0.00 

6.302 1.00 0.00 

6.095 1.00 0.00 

5.500 1.00 0.00 

4.585 1.00 0.00 

5.178 1.00 0.00 

5.579 1.00 0.00 

4.741 1.00 0.00 

6.733 1.00 0.00 

5.571 1.00 0.00 

7.057 1.00 0.00 

5.214 1.00 0.00 

ffiiE# 2003-3083148 
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72/ 



ATOM 794 
ATOM 795 
ATOM 796 
ATOM 797 
ATOM 798 
ATOM 799 
ATOM 800 
ATOM 801 
ATOM 802 
ATOM 803 
ATOM 804 
ATOM 805 
ATOM 806 
ATOM 807 
ATOM 808 
ATOM 809 
ATOM 810 
ATOM 811 
ATOM 812 
ATOM 813 
ATOM 814 
ATOM 815 
ATOM 816 
ATOM 817 
ATOM 818 
ATOM 819 
ATOM 820 
ATOM 821 
ATOM 822 



2HB ASP A 
N GLU A 
CA GLU A 
C GLU A 
0 GLU A 
CB GLU A 
CG GLU A 
CD GLU A 
0E1 GLU A 
0E2 GLU A 
H GLU A 
HA GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 
N CYS A 



CA CYS A 
C CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
1HB CYS A 
2HB CYS A 
HG CYS A 
N ALA A 
CA ALA A 



0 

CB 

SG 

H 

HA 



56 151.849 

57 154.555 
57 155.873 
57 156.191 
57 156.569 
57 156.945 
57 157.202 
57 158.675 
57 159.507 
57 158.996 
57 154.490 
57 155.864 
57 156.635 
57 157.871 
57 156.832 

57 156.673 

58 156.035 
58 156.305 
58 157.612 
58 157.877 
58 155.153 
58 154.828 
58 155.731 
58 156.393 
58 154.249 
58 155.378 

58 155.382 

59 158.424 
59 159.704 



-12. 090 
-11.200 
-10. 799 
-11.467 
-12. 637 
-11.158 
-10. 058 
-9. 895 
-10. 090 
-9.573 
-11.854 
-9.729 
-12.045 
-11.364 
-9. 125 
-10.298 
-10.715 
-11.234 
-10.668 
-9.472 
-10. 892 
-12. 155 
-9. 788 
-12.307 
-10.764 
-9.970 
-11.967 
-11.538 
-11.127 



4.165 1.00 0.00 
6.023 1.00 0.00 
5.543 1.00 0.00 
4.209 1.00 0.00 
4.163 1.00 0.00 
6.573 1.00 0.00 
7.591 1.00 0.00 
7.913 1.00 0.00 
7.002 1.00 0.00 
9.076 1.00 0.00 
6.750 1.00 0.00 
5.403 1.00 0.00 
7.106 1.00 0.00 
6.057 1.00 0.00 
7.194 1.00 0.00 
8.502 1.00 0.00 
3.125 1.00 0.00 
1.789 1.00 0.00 
1.241 1.00 0.00 
1.350 1.00 0.00 
0.844 1.00 0.00 
-0.409 1.00 0.00 
3.225 1.00 0.00 
1.862 1.00 0.00 
1.421 1.00 0.00 
0.330 1.00 0.00 
-1.171 1.00 0.00 
0.649 1.00 0.00 
0.083 1.00 0.00 



ttilE# 2003-3083148 
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^-v : 73/ 



ATOM 823 C ALA A 59 159. 504 - 

ATOM 824 0 ALA A 59 158.946 - 

ATOM 825 CB ALA A 59 160.583- 

ATOM 826 H ALA A 59 158. 157 - 

ATOM 827 HA ALA A 59 160.201 - 

ATOM 828 1HB ALA A 59 160. 533 - 

ATOM 829 2HB ALA A 59 161.604 ■ 

ATOM 830 3HB ALA A 59 160.235 

ATOM 831 N GLY A 60 159.964 

ATOM 832 CA GLY A 60 159.828 

ATOM 833 C GLY A 60 159. 332 

ATOM 834 0 GLY A 60 159.634 

ATOM 835 H GLY A 60 160.402 

ATOM 836 1HA GLY A 60 160.789 

ATOM 837 2HA GLY A 60 159. 129 

ATOM 838 N CYS A 61 158. 569 

ATOM 839 CA CYS A 61 158. 030 

ATOM 840 C CYS A 61 159. 088 

ATOM 841 0 CYS A 61 160. 199 

ATOM 842 CB CYS A 61156.814 

ATOM 843 SG CYS A 61 155. 538 

ATOM 844 H CYS A 61158.363 

ATOM 845 HA CYS A 61157.721 

ATOM 846 1HB CYS A 61 157. 137 
ATOM 847 2HB CYS A 61 156. 361 

ATOM 848 HG CYS A 61155.374 

ATOM 849 N THR A 62 158.736 

ATOM 850 CA THR A 62 159. 656 

ATOM 851 C THR A 62 159. 205 



10.336 -1.206 1.00 0.00 
10.845 -2.177 1.00 0.00 
•12.342 -0.172 1.00 0.00 
-12.480 0.592 1.00 0.00 
-10.498 0.806 1.00 0.00 
-13.006 0.679 1.00 0.00 
-12.022 -0.319 1.00 0.00 
-12.859 -1.053 1.00 0.00 
-9.090 -1.206 1.00 0.00 
-8.249 -2.381 1.00 0.00 
-6.857 -2.044 1.00 0.00 
-5.895 -2.751 1.00 0.00 
-8.738 -0.403 1.00 0.00 
-8.169 -2.868 1.00 0.00 
-8.713 -3.063 1.00 0.00 
-6.749 -0.961 1.00 0.00 
-5.464 -0.533 1.00 0.00 
-4.647 0.201 1.00 0.00 
-5.122 0.439 1.00 0.00 
-5.674 0.372 1.00 0.00 
-6.739 -0.343 1.00 0.00 
-7.552 -0.440 1.00 0.00 
-4.923 -1.414 1.00 0.00 
-6.126 1.297 1.00 0.00 
-4.716 0.584 1.00 0.00 
-6.443 -1.241 1.00 0.00 
-3.416. 0.557 1.00 0.00 
-2.532 1.265 1.00 0.00 
-2.320 2.707 1.00 0.00 



tBIE# 2003-3083148 
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ATOM 852 


0 


rrxr tti a 

THR A 


ATOM 853 


on 

CB 


rnTTT* A 

THR A 


AOVYRJ oca 

ATOM 854 


AO "1 

0G1 


THR A 


ATOM 855 


CG2 


THR A 


ATOM 856 


it 

H 


rpT TT* A 

THR A 


ATOM 857 


ft A 

HA 


rnTTT* A 

THR A 


ATOM 858 


TTT> 

HB 


THR A 


ATOM 859 


HG1 


nPTTT* A 

THR A 


ATOM 860 


1HG2 


THR A 


ATOM 861 


2HG2 


rpTTT» A 

THR A 


ATOM 862 


OT TOO 

3HG2 


nrwrn a 

THR A 


ATOM 863 


N 


A on A 

ASP A 


ATOM 864 


O A 

CA 


A <~*T* A 

ASP A 


ATOM 865 


C 


A OT* A 

ASP A 


ATOM 866 


0 


A OT* A 

ASP A 


a nrv*» i o/*n 

ATOM 867 


CB 


A OT* A 

ASP A 


ATOM 868 


OO 

CG 


A OT* A 

ASP A 


ATOM 869 


0D1 


A OT* A 

ASP A 


ATOM 870 


0D2 


A <*>T* A 

ASP A 


a nv\i f nm 

ATOM 871 


TT 

H 


A OT* A 

ASP A 


ATOM 872 


TT A 

HA 


A OT* A 

ASP A 


ATOM 873 


1HB 


A OT* A 

ASP A 


ATOM 874 


riT m 

2HB 


A OT* A 

ASP A 


ATOM 875 


XT 

N 


OT \T A 

GLY A 


A rrv\i » or?/* 

ATOM 876 


O A 

CA 


OT \T A 

GLY A 


ATOM 877 


C 


GLY A 


ATOM 878 


0 


GLY A 


ATOM 879 


H 


GLY A 


ATOM 880 


1HA 


GLY A 



62 158.208 -2.893 
62 159.755 -1.186 
62 158.468 -0.633 
62 160.441 -1.276 
62 157.835 -3.094 
62 160.628 -3.001 
62 160.322 -0.502 
62 158.158 -0.226 
62 160.407 -2.296 
62 161.470 -0.963 

62 159.936 -0.634 

63 159.946 -1.492 
63 159.622 -1.204 
63 158.872 0.118 
63 158.994 0.823 
63 160.897 -1.160 
63 161.958 -0.260 
63 161.917 0.962 
63 162.830 -0.775 
63 160.728 -1.066 
63 158.988 -1.998 
63 160.658 -0.792 

63 161.302 -2.158 

64 158.097 0.449 
64 157.338 1.687 
64 158.086 2.832 
64 158.057 3.960 
64 158.038 -0.151 
64 156.408 1.532 



3.147 1.00 0.00 
0.546 1.00 0.00 
0.336 1.00 0.00 
•0.800 1.00 0.00 
0.341 1.00 0.00 
1.270 1.00 0.00 
1.161 1.00 0.00 
1.149 1.00 0.00 
-1.154 1.00 0.00 
-0.701 1.00 0.00 
-1.506 1.00 0.00 
3.437 1.00 0.00 
4.830 1.00 0.00 

4.951 1.00 0.00 

5.953 1.00 0.00 

5.673 1.00 0.00 

5.071 1.00 0.00 

5.329 1.00 0.00 

4.341 1.00 0.00 

3.030 1.00 0.00 

5.194 1.00 0.00 

6.659 1.00 0.00 

5.755 1.00 0.00 

3.923 1.00 0.00 

3.936 1.00 0.00 

3.282 1.00 0.00 

3.772 1.00 0.00 

3.152 1.00 0.00 

3.409 1.00 0.00 

mtiE# 2003-3083148 
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75/ 



ATOM 881 


2HA 


GLY A 


64 157.119 


1 An 

1. 951 


ATOM 882 


N 


THR A 


0% mm mm mm y"\ mm mm f\ 

65 158.759 


2. 540 


ATOM 883 


CA 


THR A 


65 159.518 


3. 555 


ATOM 884 


C 


THR A 


65 159.186 


3. 527 


ATOM 885 


0 


THR A 


65 159.401 


2-520 


ATOM 886 


CB 


THR A 


65 161.018 


3.339 


ATOM 887 


0G1 


THR A 


65 161.361 


1. 979 


ATOM 888 


CG2 


THR A 


65 161.498 


3. 730 


ATOM 889 


H 


THR A 


j% mw m* pm *-\ mm J g"\ 

65 158.743 


1. 622 


ATOM 890 


HA 


THR A 


aw% mm ma mm /"V f\ A f% 

65 159.246 


4.520 


ATOM 891 


HB 


THR A 


65 161.559 


r\ Ann 

3.937 


ATOM 892 


HG1 


THR A 


65 160.987 


1.675 


ATOM 893 


1HG2 THR A 


65 161.971 


2.882 


ATOM 894 


2HG2 THR A 


65 160.656 


4.050 


ATOM 895 


3HG2 THR A 


65 162.209 


4.539 


ATOM 896 


N 


PHE A 


66 158.661 


4.639 


ATOM 897 


CA 


PHE A 


66 158.299 


4.742 



ATOM 898 C PHE A 66 159. 221 5. 716 

ATOM 899 0 PHE A 66 159. 301 6. 892 

ATOM 900 CB PHE A 66 156. 845 5. 196 

ATOM 901 CG PHE A 66 156.255 4.906 

ATOM 902 CD1 PHE A 66 155. 891 3. 615 

ATOM 903 CD2 PHE A 66 156.065 5.924 

ATOM 904 CE1 PHE A 66 155. 348 3. 345 

ATOM 905 CE2 PHE A 66 155. 523 5. 659 

ATOM 906 CZ PHE A 66 155.163 4.368 

ATOM 907 H PHE A 66 158. 514 5. 408 

ATOM 908 HA PHE A 66 158.406 3.764 

ATOM 909 1HB PHE A 66 156.243 4.691 



4.959 1.00 0.00 
2.173 1.00 0.00 
1.451 1.00 0.00 
-0.037 1.00 0.00 
-0.712 1.00 0.00 
1.654 1.00 0.00 
1.450 1.00 0.00 
3.036 1.00 0.00 
1.832 1.00 0.00 
1.851 1.00 0.00 
0.935 1.00 0.00 
0.620 1.00 0.00 
3.507 1.00 0.00 
3.632 1.00 0.00 
2.954 1.00 0.00 
-0.541 1.00 0.00 
-1.950 1.00 0.00 
-2.679 1.00 0.00 
-2.326 1.00 0.00 
-2.093 1.00 0.00 
-3.443 1.00 0.00 
-3.791 1.00 0.00 
-4.364 1.00 0.00 
-5.033 1.00 0.00 
-5.607 1.00 0.00 
-5.943 1.00 0.00 
0.047 1.00 0.00 
-2.393 1.00 0.00 
-1.353 1.00 0.00 

ffiiE# 2003-3083148 
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ATOM 910 


2HB 


TVf TT^ A 

PHE A 


66 156.791 


6.263 


1 AO^ 1 AA A AA 

-1.9z7 1.00 0.0U 


ATOM 911 


HD1 


PHE A 


66 156.035 


2.814 


O AO O 1 AA A AA 

-3.082 1.00 0.00 


ATOM 912 


HD2 


PHE A 


66 156.345 


6.933 


A 1C\A 1 A A A AA 

-4. 104 1. 00 0. 00 


ATOM 913 


HE1 


PHE A 


66 155.069 


2. 333 


tZ OAO 1 AA A AA 

-5. 29o 1. 00 0. UU 


ATOM 914 


HE2 


PHE A 


66 155.379 


6.461 


f* Ol r 1 A A A AA 

-6. olo 1. 00 0. 00 


ATOM 915 


HZ 


PHE A 


66 154.739 


4. 159 


r A1 O 1 AA A A A 

-o. yio i. oo o. uu 


ATOM 916 


N 


ARG A 


67 159.915 


5.216 


O 1 AA A AA 

-3. 697 1. 00 0. 00 


ATOM 917 


CA 


ARG A 


67 160.832 


6.041 


A A 7C T AA A AA 

-4.4/5 1.00 U.UU 


ATOM 918 


C 


ARG A 


67 161.929 


6.620 


O CC7 1 A A A A A 

-o. 587 1. 00 0. UU 


ATOM 919 


0 


ARG A 


67 162.433 


7.715 


O O/ll 1 AA A AA 

-3. 841 1. 00 0. 00 


ATOM 920 


CB 


ARG A 


67 160.070 


7. 173 


C 1 CC 1 AA A AA 

-5. loo 1. 00 U. UU 


ATOM 921 


CG 


ARG A 


67 158.877 


6.694 


C ATA 1 AA A AA 

-5.979 l.UU O.UU 


ATOM 922 


CD 


ARG A 


67 159.187 


6.672 


-7.467 1.00 0.00 


ATOM 923 


NE 


ARG A 


67 158.148 


5.989 


-8.234 1.00 0.00 


ATOM 924 


CZ 


ARG A 


67 158.009 


6.095 


-9.553 1.00 0.00 


ATOM 925 


NH1 


ARG A 


67 158.840 


6.854 


-10.257 1.00 0.00 



ATOM 926 NH2 ARG A 67 157.035 5.440 -10.172 1.00 0.00 

ATOM 927 H ARG A 67 159.809 4.270 -3.929 1.00 0.00 

ATOM 928 HA ARG A 67 161.287 5.413 -5.225 1.00 0.00 

ATOM 929 1HB ARG A 67 159.713 7.862 -4.417 1.00 0.00 

ATOM 930 2HB ARG A 67 160.746 7.692 -5.830 1.00 0.00 

ATOM 931 1HG ARG A 67 158.615 5.696 -5.662 1.00 0.00 

ATOM 932 2HG ARG A 67 158.045 7.361 -5.805 1.00 0.00 

ATOM 933 1HD ARG A 67 159.272 7.689 -7.8211.00 0.00 

ATOM 934 2HD ARG A 67 160.127 6.161 -7.618 1.00 0.00 

ATOM 935 HE ARG A 67 157.520 5.422 -7.739 1.00 0.00 

ATOM 936 1HH1 ARG A 67 159.576 7.350 -9.797 1.00 0.00 

ATOM 937 2HH1 ARG A 67 158.731 6.929 -11.248 1.00 0.00 

ATOM 938 1HH2 ARG A 67 156.407 4.867 -9.647 1.00 0.00 
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ATAHJf AO A 

ARM 9oy 


2HH2 


ADP A 

AKb A 


C7 1 CC QQ1 


R con 


ATYMlf A /I A 


N 


PT V A 

LLY A 


CQ 1 CO OCM 

Do lt)2.Zy4 


D. ooU 


ATAM A /I 1 

ARM 941 


LA 


PT V A 

LLY A 


CO i co OOQ 

bo lbo.oZo 


O. OOD 


ATAHJf A/IO 

ATOM 942 


t 


PT V A 

LLY A 


CO 1 CO QK1 

bo 162. oOl 


( . 404 


ATAM A/IO 

AIUM 94o 


0 


PT V A 

LLY A 


CO ICO c/i c 

bo lbo.b4o 


Q 977 

o. &l ( 


ATAM C\A A 

ATOM 944 


TT 

H 


PT V A 

LLY A 


CO 1 CI QCO 

bo Ibl.oOo 


c m c 
o. Ulb 


AIuM 945 


1 UA 

lrlA 


PT V A 

LLY A 


CQ 1 CO CCA 

bo Ibo.bou 


0. DU4 


ATAM A>iC 

ATOM 946 


2nA 


PT V A 

LLY A 


CO 1 CA 

bo lb4. lb9 


£ £G9 

b. oy2 


ATAM A>I7 

AIuM 947 


M 

N 


TUD A 

InK A 


CA 1 CI C/i A 

by ibi.o4y 


7 /1 77 
/. 4/ / 


A TAM A /i O 

ATOM 948 


LA 


InK A 


CA 1 CA ACT 

by ibo.yb/ 


Q RAA 
O. OUU 


A TY\M f\A(\ 

ATOM 949 


L 


TUD A 

InK A 


CA 1 CA A1 O 

b9 IbO.Olo 


7 Q7Q 

/. o/y 


ATAM AC A 

AI0M 950 


U 


TUD A 

I nK A 


CA 1 CO QQC 

by loo.ooo 


7 CAK 


ATAM AC1 

ATOM 951 


Ld 


TUD A 

I nK A 


CA 1 CA OOQ 

by lb0.22o 


y. o4o 


ATAM ACO 

ATOM 952 


API 

Obi 


TUD A 

irlK A 


CA 1C1 ACA 

b9 lbl.Ubu 


1 A AOQ 

10. Ooo 


ATAM A CO 

ATOM 953 


PPO 

LL2 


TUD A 

InK A 


ca i en rrcA 

b9 lby. /o0 


1 A 7QO 

1U. /o2 


ATAM AC /I 

ATOM 954 


TT 

H 


TUD A 

I nK A 


CA 1 CA AC7 

by ibo.yb/ 


C 7AO 

b. /yz 


ATAM ACC 

ATOM 955 


HA 


THR A 


CA 1CT r 7 r 70 
by Ibl. 1 ICi 


o. y<>4 


ATAM ACC 

ATOM 956 


HB 


THR A 


CA 1 CA QCO 

by ioy. ob2 


Q A7G 

y. u/y 


ATAM ACT 

ATOM 957 


HGl 


THR A 


CA 1C1 QtdA 

by lbl.ob4 


i A QQ7 

iu. oy / 


ATAM ACO 

ATOM 958 


1HG2 THR A 


ca i co 7cc 

by loo. ioo 


1 1 AAC 

11. uub 


ATAM AC A 

ATOM 959 


2HG2 THR A 


CA 1 CA AO"\ 

by ibu. 421 


1 1 R£/i 
11. OD4 


ATAM ACA 

ATOM 960 


3HG2 THR A 


CA 1 C A TOO 

by ioy. /o2 


1 A A 70 
1U. 4/0 


ATAM An 

ATOM 961 


N 


ARG A 


nc\ 1 £A KOQ 
/U lbU. 02o 


7 ROA 

/ . oyu 


atam aco 

ATOM 962 


CA 


ARG A 


7A 1 CO 701 

/o ioy. /2i 


b. yyo 


ATVMf AfO 

ATOM 963 


C 


ARG A 


7A 1 CO CA/1 

70 loo. b04 


7 OOQ 

/ . yoo 


ATOM 964 


0 


ARG A 


70 158.855 


9.085 


ATOM 965 


CB 


ARG A 


70 160.598 


6.640 


ATOM 966 


CG 


ARG A 


70 159.836 


5.977 


ATOM 967 


CD 


ARG A 


70 160.300 


6.481 



11.163 1.00 0.00 
-2.546 1.00 0.00 
-1.637 1.00 0.00 
-0.728 1.00 0.00 
-0.277 1.00 0.00 
-2.394 1.00 0.00 
-1.028 1.00 0.00 
-2.215 1.00 0.00 
-0.459 1.00 0.00 
0.402 1.00 0.00 
1.417 1.00 0.00 
1.126 1.00 0.00 
-0.438 1.00 0.00 
-1.474 1.00 0.00 
0.367 1.00 0.00 
-0.848 1.00 0.00 
0.934 1.00 0.00 
-0.889 1.00 0.00 
-1.095 1.00 0.00 
0.048 1.00 0.00 
0.214 1.00 0.00 
1.416 1.00 0.00 
2.608 1.00 0.00 
3.665 1.00 0.00 
4.097 1.00 0.00 
4.463 1.00 0.00 
4.867 1.00 0.00 
6.004 1.00 0.00 
7.361 1.00 0.00 
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ATOM 968 




AAA A 

ARG A 


70 


160. 874 


5.412 


ATOM 969 


cz 


A T1 A A 

ARG A 


70 


161.488 


5. 614 


ATWWf AHA 

ATOM 970 


XTTTl 

NH1 


a aa a 

ARG A 


70 161.607 


/"» A A O 

6. 842 


a /TV\>f ATI 

ATOM 971 


NH2 


ARG A 


70 161.982 


A CO/* 

4. 586 


ATOM 972 


TT 

H 


*nn A 

ARG A 


70 


161.472 


t~] f7AA 

7. 783 


ATOM 973 


TTA 

HA 


Ann a 

ARG A 


70 


159.279 


6. 088 


ATOM 974 


i Tin 

1HB 


Ann a 

ARG A 


70 161.378 


5.965 


ATOM 975 


Arm 

2HB 


AT)A A 

ARG A 


70 


161.052 


n r- a A 

7. 544 


AHVMl/f f\rj r* 

ATOM 976 


1HG 


AAA A 

ARG A 


70 


158. 784 


/* 1 AO 

6. 193 


ATOM 977 


AT TA 

2HG 


ATI/"* A 

ARG A 


70 159.992 


A AAft 

4.908 


AT»AlJf AHO 

ATOM 978 


1HD 


ARG A 


70 


161.046 


rj r\ AH 

7.247 


A /TV"\H / A/TA 

ATOM 979 


2HD 


ARG A 


70 


159. 453 


f> A A 1 

6.901 


A rrv~\l i AAA 

ATOM 980 


HE 


ARG A 


70 


160. 800 


A A A/* 

4.496 


A rpAl f AO i 

ATOM 981 


1HH1 ARG A 


70 


161.237 


n r> n t 

7. 621 


a nvM f Ann 

ATOM 982 


2HH1 ARG A 


70 


162.069 


6.987 


* mA» t A A A 

ATOM 983 


1HH2 ARG A 


70 


161.894 


a /* r* a 

3. 659 


ATOM 984 


2HH2 ARG A 


70 162.443 


4.738 


A nwi f nor - 

ATOM 985 


N 


TYR A 


71 


157. 370 


rr A A P 

7.446 


A TVMI AAr 

ATOM 986 


CA 


TYR A 


71 


156. 214 


A A A /* 

8.246 


a tvmi f Ann 

ATOM 987 


C 


TYR A 


71 


155. 763 


r? A A i 

7.901 


a tvm f ArtA 

ATOM 988 


0 


TYR A 


71 


155. 335 


A rind 

8.772 


A TVM f aaa 

ATOM 989 


CB 


TYR A 


71 


155. 062 


A A A/* 

8.026 


A TVMI A a a a 

ATOM 990 


CG 


TYR A 


71 


155.320 


A PAA 

8.599 


a tvy» * nm 

ATOM 991 


CD1 


TYR A 


71 


155. 325 


f-j r?AO 

7.783 


A TVMI f A A A 

ATOM 992 


CD2 


TYR A 


71 


155. 557 


a nrn 

9.957 


ATOM 993 


CE1 


TYR A 


71 


155. 560 


8.303 


ATOM 994 


CE2 


TYR A 


71 


155. 793 


10.485 


ATOM 995 


CZ 


TYR A 


71 


155. 794 


9.654 


ATOM 996 


OH 


TYR A 


71 


156.028 


10. 176 



8.175 1.00 0.00 
9.338 1.00 0.00 
9.829 1.00 0.00 
10.014 1.00 0.00 
2.779 1.00 0.00 
3.274 1.00 0.00 
4.544 1.00 0.00 
5.245 1.00 0.00 
5.892 1.00 0.00 
5.953 1.00 0.00 
7.213 1.00 0.00 
7.883 1.00 0.00 
7.836 1.00 0.00 
9.325 1.00 0.00 
10.705 1.00 0.00 
9.650 1.00 0.00 
10.889 1.00 0.00 
4.052 1.00 0.00 
4.439 1.00 0.00 
5.855 1.00 0.00 
6.611 1.00 0.00 
3.457 1.00 0.00 
2.082 1.00 0.00 
0.958 1.00 0.00 
1.908 1.00 0.00 
-0.301 1.00 0.00 
0.652 1.00 0.00 
-0.448 1.00 0.00 
-1.700 1.00 0.00 
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ATOM 999 



ATOM 1005 HH 
ATOM 1006 N 



ATOM 1009 0 
ATOM 1010 CB 



ATOM 997 H TYR A 71 157. 233 6. 523 

ATOM 998 HA TYR A 71 156. 506 9. 285 

1HB TYR A 71 154.891 6.965 

ATOM 1000 2HB TYR A 71154.170 8.491 

ATOM 1001 HD1 TYR A 71 155. 142 6. 725 

ATOM 1002 HD2 TYR A 71 155. 557 10. 605 

ATOM 1003 HE1 TYR A 71155.561 7.653 

ATOM 1004 HE2 TYR A 71155.976 11.543 

TYR A 71 155.312 9.928 

PHE A 72 155.865 6.623 

ATOM 1007 CA PHE A 72 155.467 6.162 

ATOM 1008 C PHE A 72 156. 458 5. 134 

PHE A 72 157.415 4.764 

PHE A 72 154.063 5.558 

ATOM 1011 CG PHE A 72 153.887 4.530 

ATOM 1012 CD1 PHE A 72 153.603 4.914 

ATOM 1013 CD2 PHE A 72 154. 006 3. 179 

ATOM 1014 CE1 PHE A 72 153.441 3.971 

ATOM 1015 CE2 PHE A 72 153.844 2.231 

ATOM 1016 CZ PHE A 72 153. 562 2. 628 

ATOM 1017 H PHE A 72 156.214 5.975 

ATOM 1018 HA PHE A 72 155.461 7.017 

ATOM 1019 1HB PHE A 72 153.851 5.084 

ATOM 1020 2HB PHE A 72 153.345 6.348 

ATOM 1021 HD1 PHE A 72 153.509 5.965 

ATOM 1022 HD2 PHE A 72 154.227 2.868 

ATOM 1023 HE1 PHE A 72 153.219 4.284 

ATOM 1024 HE2 PHE A 72 153.939 1.181 

ATOM 1025 HZ PHE A 72 153.435 1.888 



3.751 1.00 0.00 
4.410 1.00 0.00 
3.347 1.00 0.00 
3.849 1.00 0.00 
1.076 1.00 0.00 
2.772 1.00 0.00 
-1.163 1.00 0.00 
0.538 1.00 0.00 
-2.289 1.00 0.00 
6.207 1.00 0.00 
7.533 1.00 0.00 
8.069 1.00 0.00 
7.388 1.00 0.00 
7.486 1.00 0.00 
6.405 1.00 0.00 
5.104 1.00 0.00 
6.690 1.00 0.00 
4.108 1.00 0.00 
5.697 1.00 0.00 
4.405 1.00 0.00 
5.561 1.00 0.00 
8.192 1.00 0.00 
8.432 1.00 0.00 
7.315 1.00 0.00 
4.871 1.00 0.00 
7.700 1.00 0.00 
3.097 1.00 0.00 
5.932 1.00 0.00 
3.628 1.00 0.00 



mum 2 003 



-3083148 



mm 2 0 0 2-2 3 6 1 2 9 v : 80/ 

ATOM 1026 N THR A 73 156.221 4.676 9.294 1.00 0.00 

ATOM 1027 CA THR A 73 157.093 3.690 9.923 1.00 0.00 

ATOM 1028 C THR A 73 156.375 2.353 10.085 1.00 0.00 

ATOM 1029 0 THR A 73 155.407 2.245 10.838 1.00 0.00 

ATOM 1030 CB THR A 73 157.569 4.194 11.287 1.00 0.00 

ATOM 1031 0G1 THR A 73 157.769 5.596 11.260 1.00 0.00 

ATOM 1032 CG2 THR A 73 158.861 3.554 11.744 1.00 0.00 

ATOM 1033 H THR A 73 155.443 5.008 9.787 1.00 0.00 

ATOM 1034 HA THR A 73 157.950 3.549 9.283 1.00 0.00 

ATOM 1035 HB THR A 73 156.810 3.974 12.025 1.00 0.00 

ATOM 1036 HG1 THR A 73 158.374 5.820 10.549 1.00 0.00 

ATOM 1037 1HG2 THR A 73 158.644 2.615 12.232 1.00 0.00 

ATOM 1038 2HG2 THR A 73 159.362 4.213 12.438 1.00 0.00 



ATOM 1039 


3HG2 THR A 


73 159.498 


3.378 


10.890 1.00 0.00 


ATOM 1040 


N 


CYS A 


74 156.856 


1.339 


9.374 1.00 0.00 


ATOM 1041 


CA 


CYS A 


74 156.259 


0.010 


9.438 1.00 0.00 


ATOM 1042 


C 


CYS A 


74 157.337 


-1.069 


9.474 1.00 0.00 


ATOM 1043 


0 


CYS A 


74 158.530 


-0. 770 


9.420 1.00 0.00 


ATOM 1044 


CB 


CYS A 


74 155.333 


-0.215 


8.241 1.00 0.00 


ATOM 1045 


SG 


CYS A 


74 153.621 


0.290 


8.527 1.00 0.00 


ATOM 1046 


H 


CYS A 


74 157.629 


1.488 


8.790 1.00 0.00 


ATOM 1047 


HA 


CYS A 


74 155.679 


-0. 049 


10.346 1.00 0.00 


ATOM 1048 


1HB 


CYS A 


74 155.705 


0.347 


7.398 1.00 0.00 


ATOM 1049 


2HB 


CYS A 


74 155.329 


-1.267 


7.992 1.00 0.00 


ATOM 1050 


HG 


CYS A 


74 153.631 


1.051 


9.113 1.00 0.00 


ATOM 1051 


N 


ALA A 


75 156.908 


-2. 324 


9.562 1.00 0.00 


ATOM 1052 


CA 


ALA A 


75 157.836 


-3.447 


9.604 1.00 0.00 


ATOM 1053 


C 


ALA A 


75 158.524 


-3. 641 


8.257 1.00 0.00 


ATOM 1054 


0 


ALA A 


75 158.192 


-2. 974 


7.277 1.00 0.00 
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mm2 0 0 2 
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ATOM 1055 
ATOM 1056 
ATOM 1057 
ATOM 1058 
ATOM 1059 
ATOM 1060 
ATOM 1061 
ATOM 1062 
ATOM 1063 
ATOM 1064 
ATOM 1065 
ATOM 1066 
ATOM 1067 
ATOM 1068 
ATOM 1069 
ATOM 1070 
ATOM 1071 
ATOM 1072 
ATOM 1073 
ATOM 1074 
ATOM 1075 
ATOM 1076 
ATOM 1077 
ATOM 1078 
ATOM 1079 
ATOM 1080 
ATOM 1081 
ATOM 1082 
ATOM 1083 



CB 


ATA A 

ALA A 


H 


AT A A 

ALA A 


TT A 

HA 


ATA A 

ALA A 


1HB 


ATA A 

ALA A 


2HB 


ATA A 

ALA A 


3HB 


ATA A 

ALA A 


N 


LEU A 


CA 


T T»TT A 

LEU A 


C 


LEU A 


0 


LEU A 


CB 


LEU A 


CG 


LEU A 


CD1 


LEU A 


CD2 


T T>TT A 

LEU A 


H 


LEU A 


HA 


LEU A 


1HB 


LEU A 


2HB 


LEU A 


HG 


LEU A 


1HD] 


. LEU A 


2HD1 LEU A 


3HD1 LEU A 


1HD2 LEU A 


2HD2 LEU A 


3HD2 LEU A 


N 


LYS A 


CA 


LYS A 


C 


LYS A 


0 


LYS A 



75 157.108 
75 155.945 
75 158.586 
75 156.868 
75 156.197 

75 157.741 

76 159.485 
76 160.222 
76 159.471 
76 158.917 
76 161.617 
76 162.644 
76 163.639 
76 163.367 
76 159.706 
76 160.320 
76 161.529 
76 161.988 
76 162.134 
76 163.261 
76 164.585 
76 163.777 
76 162.751 
76 164.302 

76 163.560 

77 159.456 
77 158.773 
77 157.282 
77 156.676 



-4.718 10.014 1.00 0.00 

-2.498 9.601 1.00 0.00 

-3.232 10.352 1.00 0.00 

-5.295 9.134 1.00 0.00 

-4.459 10.535 1.00 0.00 

-5.301 10.666 1.00 0.00 

-4.558 8.216 1.00 0.00 

-4.840 6.989 1.00 0.00 

-5.846 6.123 1.00 0.00 

-6.822 6.628 1.00 0.00 

-5.374 7.317 1.00 0.00 

-4.307 7.700 1.00 0.00 

-4.860 8.709 1.00 0.00 

-3.795 6.463 1.00 0.00 

-5.056 9.031 1.00 0.00 

-3.914 6.442 1.00 0.00 

-6.070 8.139 1.00 0.00 

-5.905 6.455 1.00 0.00 

-3.472 8.159 1.00 0.00 

-4.706 9.709 1.00 0.00 

-4.352 8.600 1.00 0.00 

-5.919 8.536 1.00 0.00 

-3.963 5.592 1.00 0.00 

-4.323 6.349 1.00 0.00 

-2.739 6.570 1.00 0.00 

-5.600 4.817 1.00 0.00 

-6.486 3.881 1.00 0.00 
-6.563 4.193 1.00 0.00 
-7.632 4.119 1.00 0.00 
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ATOM 1084 


CB 


ATOM 1085 


CG 


ATOM 1086 


CD 


ATOM 1087 


CE 


ATOM 1088 


NZ 


ATOM 1089 


H 


ATOM 1090 


HA 


ATOM 1091 


1HB 


ATOM 1092 


2HB 


ATOM 1093 


1HG 


ATOM 1094 


2HG 


ATOM 1095 


1HD 


ATOM 1096 


2HD 


ATOM 1097 


1HE 


ATOM 1098 


2HE 


ATOM 1099 


1HZ 


ATOM 1100 


2HZ 


ATOM 1101 


3HZ 


ATOM 1102 


N 


ATOM 1103 


CA 


ATOM 1104 


C 


ATOM 1105 


0 


ATOM 1106 


CB 


ATOM 1107 


CG 


ATOM 1108 


CD 


ATOM 1109 


CE 


ATOM 1110 


NZ 


ATOM 1111 


H 


ATOM 1112 


HA 



LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 



77 159.390 
77 160.875 
77 161.118 
77 162.543 
77 163.090 
77 159.916 
77 158.900 
77 159.255 
77 158.879 
77 161.343 
77 161.311 
77 160.944 
77 160.434 
77 162.551 
77 163.166 
77 162.550 
77 163.028 

77 164.088 

78 156.696 
78 155.275 
78 154.692 
78 153.843 
78 155.058 
78 155.577 
78 155.301 
78 154.066 
78 153.349 
78 157.232 
78 154.772 



-7.885 3.928 1.00 0.00 

-7.906 3.603 1.00 0.00 

-7.884 2.103 1.00 0.00 

-7.467 1.776 1.00 0.00 

-8.220 0.614 1.00 0.00 

-4.805 4.475 1.00 0.00 

-6.079 2.889 1.00 0.00 

-8.293 4.918 1.00 0.00 

-8.515 3.215 1.00 0.00 

-7.040 4.047 1.00 0.00 

-8.804 4.017 1.00 0.00 

-8.872 1.705 1.00 0.00 

-7.183 1.648 1.00 0.00 

-6.412 1.544 1.00 0.00 

-7.649 2.639 1.00 0.00 

-7.995 -0.246 1.00 0.00 

-9.244 0.790 1.00 0.00 

-7.967 0.461 1.00 0.00 

-5.423 4.544 1.00 0.00 

-5.362 4.868 1.00 0.00 

-4.001 4.500 1.00 0.00 

-3.465 5.212 1.00 0.00 

-5.638 6.357 1.00 0.00 

-6.994 6.806 1.00 0.00 

-7.234 8.282 1.00 0.00 

-8.098 8.483 1.00 0.00 

-7.755 9.743 1.00 0.00 

-4.604 4.586 1.00 0.00 

-6.123 4.293 1.00 0.00 
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ATOM 1113 
ATOM 1114 
ATOM 1115 
ATOM 1116 
ATOM 1117 
ATOM 1118 
ATOM 1119 
ATOM 1120 
ATOM 1121 
ATOM 1122 
ATOM 1123 
ATOM 1124 
ATOM 1125 
ATOM 1126 
ATOM 1127 
ATOM 1128 
ATOM 1129 
ATOM 1130 
ATOM 1131 
ATOM 1132 
ATOM 1133 
ATOM 1134 
ATOM 1135 
ATOM 1136 
ATOM 1137 
ATOM 1138 
ATOM 1139 
ATOM 1140 
ATOM 1141 



IHB LYS A 

2HB LYS A 

1HG LYS A 

2HG LYS A 

1HD LYS A 

2HD LYS A 

1HE LYS A 

2HE LYS A 

1HZ LYS A 

2HZ LYS A 

3HZ LYS A 
ALA A 

CA ALA A 

C ALA A 



N 



0 

CB 
H 



ALA A 
ALA A 
ALA A 
HA ALA A 
IHB ALA A 
2HB ALA A 
3HB ALA A 
N LEU A 
CA LEU A 
LEU A 
LEU A 
CB LEU A 
CG LEU A 
CDl LEU A 
CD2 LEU A 



C 
0 



78 155.565 
78 154.001 
78 155.089 
78 156.643 
78 156.152 
78 155.148 
78 153.399 
78 154.369 
78 152.922 
78 152.597 

78 154.012 

79 155.152 
79 154.674 
79 154.599 
79 155.621 
79 155.576 
79 155.828 
79 153.684 
79 155.178 
79 155.621 

79 156.569 

80 153.382 
80 153.172 
80 152.306 
80 151.157 
80 152.518 
80 152.189 
80 153.449 
80 151.155 



-4.875 6.930 1.00 0.00 

-5.592 6.569 1.00 0.00 

-7.764 6.228 1.00 0.00 

-7.035 6.636 1.00 0.00 

-7.734 8.720 1.00 0.00 

-6.283 8.769 1.00 0.00 

-7.950 7.649 1.00 0.00 

-9.134 8.522 1.00 0.00 

-8.610 10.155 1.00 0.00 

-7.065 9.549 1.00 0.00 

-7.345 10.431 1.00 0.00 

-3.448 3.382 1.00 0.00 

-2.151 2.920 1.00 0.00 

-2.103 1.397 1.00 0.00 

-2.002 0.719 1.00 0.00 

-1.041 3.440 1.00 0.00 

-3.923 2.856 1.00 0.00 

-1.996 3.324 1.00 0.00 

-0.659 4.369 1.00 0.00 

-0.243 2.714 1.00 0.00 

-1.432 3.607 1.00 0.00 

-2.177 0.868 1.00 0.00 

-2.143 -0.576 1.00 0.00 

-0.951 -0.970 1.00 0.00 

-0.836 -0.541 1.00 0.00 

-3.443 -1.047 1.00 0.00 

-3.497 -2.540 1.00 0.00 

-3.741 -3.356 1.00 0.00 

-4.579 -2.817 1.00 0.00 
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ATOM 1142 H LEU A 80 152.606 -2.257 
ATOM 1143 HA LEU A 80 154.137 -2.043 
ATOM 1144 1HB LEU A 80 153.185 -4.261 
ATOM 1145 2HB LEU A 80 151.601 -3.581 
ATOM 1146 HG LEU A 80 151.772 -2.549 
ATOM 1147 1HD1 LEU A 80 153. 391 -3. 188 
ATOM 1148 2HD1 LEU A 80 153.541 -4.794 
ATOM 1149 3HD1 LEU A 80 154.311 -3.411 
ATOM 1150 1HD2 LEU A 80 150.553 -4.292 
ATOM 1151 2HD2 LEU A 80 150. 522 -4. 703 
ATOM 1152 3HD2 LEU A 80 151.658 -5.511 
ATOM 1153 N PHE A 81152.863 -0.066 
PHE A 81 152. 142 1. 118 
PHE A 81 151.299 0.803 
PHE A 81 151.736 0.083 
PHE A 81 153. 123 2. 249 
PHE A 81 153. 763 2. 847 
ATOM 1159 CD1 PHE A 81153.243 3.993 
ATOM 1160 CD2 PHE A 81154.883 2.260 
ATOM 1161 CE1 PHE A 81 153. 829 4. 545 
ATOM 1162 CE2 PHE A 81155.473 2.808 
ATOM 1163 CZ PHE A 81154.946 3.952 
ATOM 1164 H PHE A 81 153.783 -0.212 
ATOM 1165 HA PHE A 81 151.487 1.433 
ATOM 1166 1HB PHE A 81 153. 910 1. 868 
ATOM 1167 2HB PHE A 81152.597 3.037 
ATOM 1168 HD1 PHE A 81152.370 4.457 
ATOM 1169 HD2 PHE A 81155.296 1.367 
ATOM 1170 HE1 PHE A 81 153.416 5.439 



ATOM 1154 CA 

ATOM 1155 C 

ATOM 1156 0 

ATOM 1157 CB 

ATOM 1158 CG 



1.462 1.00 0.00 
-1.049 1.00 0.00 
-0.816 1.00 0.00 
-0.494 1.00 0.00 
-2.845 1.00 0.00 
-4.282 1.00 0.00 
-3.571 1.00 0.00 
-2.794 1.00 0.00 
-3.666 1.00 0.00 
-1.951 1.00 0.00 
-3.032 1.00 0.00 
-1.789 1.00 0.00 
-2.242 1.00 0.00 
-3.473 1.00 0.00 
-4.371 1.00 0.00 
-2.557 1.00 0.00 
-1.336 1.00 0.00 
-0.757 1.00 0.00 
-0.768 1.00 0.00 
0.367 1.00 0.00 
0.355 1.00 0.00 
0.923 1.00 0.00 
-2.096 1.00 0.00 
-1.443 1.00 0.00 
-3.191 1.00 0.00 
-3.077 1.00 0.00 
-1.190 1.00 0.00 
-1.212 1.00 0.00 
0.809 1.00 0.00 
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ATOM 1171 
ATOM 1172 
ATOM 1173 
ATOM 1174 
ATOM 1175 
ATOM 1176 
ATOM 1177 
ATOM 1178 
ATOM 1179 
ATOM 1180 
ATOM 1181 
ATOM 1182 
ATOM 1183 
ATOM 1184 
ATOM 1185 
ATOM 1186 
ATOM 1187 
ATOM 1188 
ATOM 1189 
ATOM 1190 
ATOM 1191 
ATOM 1192 
ATOM 1193 
ATOM 1194 
ATOM 1195 
ATOM 1196 
ATOM 1197 
ATOM 1198 
ATOM 1199 



HE2 


PHE A 


HZ 


PHE A 


N 


VAL A 


CA 


VAL A 


C 


VAL A 


0 


VAL A 


CB 


VAL A 


CGI 


VAL A 


CG2 


VAL A 


H 


VAL A 


HA 


VAL A 


HB 


VAL A 


1HG1 VAL A 


2HG1 VAL A 


3HG1 VAL A 


1HG2 VAL A 


2HG2 VAL A 


3HG2 VAL A 


N 


LYS A 


CA 


LYS A 


C 


LYS A 


0 


LYS A 


CB 


LYS A 


CG 


LYS A 


CD 


LYS A 


CE 


LYS A 


NZ 


LYS A 


H 


LYS A 


HA 


LYS A 



81 156.346 

81 155.407 

82 150.087 
82 149.182 
82 148.297 
82 148.200 
82 148.288 
82 149.115 
82 147.539 
82 149.794 
82 149.780 
82 147.561 
82 149.562 
82 148.478 
82 149.893 
82 147.408 
82 146.572 

82 148.106 

83 147.652 
83 146.774 
83 145.517 
83 144.750 
83 146.392 
83 147.588 
83 147.168 
83 147.976 
83 148.286 
83 147.770 
83 147.313 



2.343 0.788 1.00 0.00 
4.381 1.802 1.00 0.00 
1.347 -3.509 1.00 0.00 
1.124 -4.631 1.00 0.00 
2.342 -4.873 1.00 0.00 
3.229 -4.027 1.00 0.00 
-0.107 -4.394 1.00 0.00 
-1.382 -4.425 1.00 0.00 
0.021 -3.077 1.00 0.00 
1.912 -2.764 1.00 0.00 
0.945 -5.512 1.00 0.00 
-0.158 -5.192 1.00 0.00 
-1.499 -5.401 1.00 0.00 
-2.230 -4.217 1.00 0.00 
-1.325 -3.677 1.00 0.00 
-0.959 -2.641 1.00 0.00 
0.469 -3.254 1.00 0.00 
0.644 -2.400 1.00 0.00 
2.375 -6.035 1.00 0.00 
3.484 -6.390 1.00 0.00 
3.482 -5.528 1.00 0.00 
2.518 -5.530 1.00 0.00 
3.406 -7.870 1.00 0.00 
3.405 -8.808 1.00 0.00 
3.152 -10.247 1.00 0.00 
3.993 -11.220 1.00 0.00 
3.250 -12.472 1.00 0.00 
1.637 -6.669 1.00 0.00 
4.403 -6.216 1.00 0.00 
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ATOM 1200 


1HB 


LYS A 


83 


145.830 


2.498 


ATOM 1201 


2HB 


LYS A 


83 


145. 770 


4.254 


ATOM 1202 


1HG 


LYS A 


83 148.078 


4.366 


ATOM 1203 


2HG 


LYS A 


83 148.274 


2.630 


ATOM 1204 


1HD 


LYS A 


83 


147 318 


2.108 


ATOM 1205 


2HD 


LYS A 


83 


146 121 


3.398 


ATOM 1206 


1HE 


LYS A 


83 


147 410 


4.879 


ATOM 1207 


2HE 


LYS A 


83 


148 902 


4.282 


ATOM 1208 


1HZ 


LYS A 


83 


149 234 


3.508 


ATOM 1209 


2HZ 


LYS A 


83 


147 589 


3.481 


ATOM 1210 


3HZ 


LYS A 


83 


148 261 


2.226 


ATOM 1211 


N 


LEU A 


84 


145 313 


4.569 


ATOM 1212 


CA 


LEU A 


84 


144 151 


4.700 


ATOM 1213 


C 


LEU A 


84 


142 856 


4.573 


ATOM 1214 


0 


LEU A 


84 


141 863 

JLrr J. • 0\JO 


4.038 


ATOM 1215 


CB 


LEU A 


84 


144 189 

JL TTTC * JL Ov7 


6.045 


ATOM 1216 


CG 


LEU A 


84 


142 978 


6.339 


ATOM 1217 


CD1 


LEU A 


84 


143 141 


5.682 


ATOM 1218 


CD2 


LEU A 


84 


142 780 


7.840 


ATOM 1219 


H 


LEU A 


84 


145 962 


5.301 


ATOM 1220 


HA 


LEU A 


84 


144 191 

JL^TC a XxJ JL 


3.905 


ATOM 1221 


1HB 


LEU A 


84 


145.075 


6.071 


ATOM 1222 


2HB 


LEU A 


84 


144.264 


6.827 


ATOM 1223 


HG 


LEU A 


84 


142. 091 


5.928 


ATOM 1224 


1HD1 LEU A 


84 


143. 630 


4.727 


ATOM 1225 


2HD1 LEU A 


84 


142. 169 


5.537 


ATOM 1226 


3HD1 LEU A 


84 


143. 739 


6.318 


ATOM 1227 


1HD2 LEU A 


84 


141.894 


8.030 


ATOM 1228 


2HD2 LEU A 


84 


142. 667 


8.287 



-8.038 1.00 0.00 
-8.115 1.00 0.00 
-8.751 1.00 0.00 
-8.501 1.00 0.00 
10.477 1.00 0.00 
10.354 1.00 0.00 
11.469 1.00 0.00 
10.744 1.00 0.00 
•12.816 1.00 0.00 
•13.207 1.00 0.00 
-12.296 1.00 0.00 
-4.792 1.00 0.00 
-3.922 1.00 0.00 
-4.719 1.00 0.00 
-4.227 1.00 0.00 
-3.194 1.00 0.00 
-2.308 1.00 0.00 
-0.946 1.00 0.00 
-2.158 1.00 0.00 
-4.836 1.00 0.00 
-3.193 1.00 0.00 
-2.577 1.00 0.00 
-3.934 1.00 0.00 
-2.771 1.00 0.00 
-1.063 1.00 0.00 
-0.497 1.00 0.00 
-0.309 1.00 0.00 
-1.571 1.00 0.00 
-3.134 1.00 0.00 
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ATOM 1229 


3HD2 


ATOM 1230 


N 


ATOM 1231 


CA 


ATOM 1232 


C 


ATOM 1233 


0 


ATOM 1234 


CB 


ATOM 1235 


CG 


ATOM 1236 


CD 


ATOM 1237 


CE 


ATOM 1238 


NZ 


ATOM 1239 


H 


ATOM 1240 


HA 


ATOM 1241 


1HB 


ATOM 1242 


2HB 


ATOM 1243 


1HG 


ATOM 1244 


2HG 


ATOM 1245 


1HD 


ATOM 1246 


2HD 


ATOM 1247 


1HE 


ATOM 1248 


2HE 


ATOM 1249 


1HZ 


ATOM 1250 


2HZ 


ATOM 1251 


3HZ 


ATOM 1252 


N 


ATOM 1253 


CA 


ATOM 1254 


C 


ATOM 1255 


0 


ATOM 1256 


CB 


ATOM 1257 


OG 



#M 2 0 0 2 

LEU A 84 143.639 
LYS A 85 142. 875 
LYS A 85 141.701 
LYS A 85 141.332 
LYS A 85 140. 173 
LYS A 85 141.958 
LYS A 85 143.098 
LYS A 85 143.604 
LYS A 85 144.941 
LYS A 85 145. 553 
LYS A 85 143.696 
LYS A 85 140. 879 
LYS A 85 141.060 
LYS A 85 142. 195 
LYS A 85 143.910 
LYS A 85 142.748 
LYS A 85 142.882 
LYS A 85 143.719 
LYS A 85 145. 613 
LYS A 85 144.790 
LYS A 85 145.891 
LYS A 85 144.850 
LYS A 85 146.356 
SER A 86 142.322 
SER A 86 142.098 
SER A 86 142.057 
SER A 86 142.443 
SER A 86 143. 194 
SER A 86 143.269 



2 3 6 12 9 

8.268 -1.663 1.00 0.00 
5.070 -5.951 1.00 0.00 
5.014 -6.815 1.00 0.00 
3.569 -7.138 1.00 0.00 
3.263 -7.421 1.00 0.00 
5.788 -8.109 1.00 0.00 
5.223 -8.941 1.00 0.00 
6.236 -9.955 1.00 0.00 
5.817 -10.542 1.00 0.00 
6.900 -11.362 1.00 0.00 
5.486 -6.287 1.00 0.00 
5.473 -6.289 1.00 0.00 
5.770 -8.710 1.00 0.00 
6.812 -7.862 1.00 0.00 
4.952 -8.283 1.00 0.00 
4.346 -9.465 1.00 0.00 
6.323 -10.753 1.00 0.00 
7.193 -9.466 1.00 0.00 
5.567 -9.734 1.00 0.00 
4.948 -11.165 1.00 0.00 
7.666 -10.746 1.00 0.00 
7.287 -12.023 1.00 0.00 
6.526 -11.906 1.00 0.00 
2.682 -7.094 1.00 0.00 
1.271 -7.381 1.00 0.00 
0.453 -6.095 1.00 0.00 
-0.716 -6.079 1.00 0.00 
0.737 -8.305 1.00 0.00 
1.496 -9.499 1.00 0.00 
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ATOM 1258 H SERA 86 143.225 2.984 -6.862 1.00 0.00 

ATOM 1259 HA SERA 86 141.144 1.182 -7.881 1.00 0.00 

ATOM 1260 1HB SERA 86 144.146 0.792 -7.799 1.00 0.00 

ATOM 1261 2HB SERA 86 142.980 -0.290 -8.558 1.00 0.00 

ATOM 1262 HG SERA 86 142.385 1.639 -9.845 1.00 0.00 

ATOM 1263 N CYS A 87 141.587 1.075 -5.018 1.00 0.00 

ATOM 1264 CA CYS A 87 141.496 0.404 -3.726 1.00 0.00 

ATOM 1265 C CYS A 87 140.043 0.114 -3.366 1.00 0. 00 

ATOM 1266 0 CYS A 87 139.125 0.737 -3.9011.00 0.00 

ATOM 1267 CB CYS A 87 142.143 1.260 -2.637 1.00 0.00 

ATOM 1268 SG CYS A 87 143.948 1.167 -2.600 1.00 0.00 

ATOM 1269 H CYS A 87 141.296 2.007 -5.094 1.00 0.00 

ATOM 1270 HA CYS A 87 142.029 -0.532 -3.8011.00 0.00 

ATOM 1271 1HB* CYS A 87 141.871 2.293 -2.792 1.00 0.00 

ATOM 1272 2HB CYS A 87 141.777 0.938 -1.673 1.00 0.00 

ATOM 1273 HG CYS A 87 144.265 1.809 -1.959 1.00 0.00 

ATOM 1274 N ARG A 88 139.840 -0.834 -2.458 1.00 0.00 

ATOM 1275 CA ARG A 88 138.497 -1.205 -2.028 1.00 0.00 

ATOM 1276 C ARG A 88 138.413 -1.271 -0.503 1.00 0.00 

ATOM 1277 0 ARG A 88 139.296 -1.826 0.1511.00 0.00 

ATOM 1278 CB ARG A 88 138.102 -2.555 -2.6311.00 0.00 

ATOM 1279 CG ARG A 88 137.308 -2.435 -3.9211.00 0.00 

ATOM 1280 CD ARG A 88 135.810 -2.459 -3.658 1.00 0.00 

ATOM 1281 NE ARG A 88 135.049 -1.912 -4.778 1.00 0.00 

ATOM 1282 CZ ARG A 88 133.789 -1.490 -4.682 1.00 0.00 

ATOM 1283 NH1 ARG A 88 133.148 -1.550 -3.522 1.00 0.00 

ATOM 1284 NH2 ARG A 88 133.171 -1.005 -5.749 1.00 0.00 

ATOM 1285 H ARG A 88 140.612 -1.296 -2.068 1.00 0.00 

ATOM 1286 HA ARG A 88 137.816 -0.449 -2.386 1.00 0.00 
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ATOM 1287 
ATOM 1288 
ATOM 1289 
ATOM 1290 
ATOM 1291 
ATOM 1292 
ATOM 1293 
ATOM 1294 
ATOM 1295 
ATOM 1296 
ATOM 1297 
ATOM 1298 
ATOM 1299 
ATOM 1300 
ATOM 1301 
ATOM 1302 
ATOM .1303 
ATOM 1304 
ATOM 1305 
ATOM 1306 
ATOM 1307 
ATOM 1308 
ATOM 1309 
ATOM 1310 
ATOM 1311 
ATOM 1312 
ATOM 1313 
ATOM 1314 
ATOM 1315 



1HB 


ARG A 


88 


2HB 


ARG A 


88 


IHG 


ARG A 


88 


2HG 


ARG A 


88 


1HD 


ARG A 


88 


2HD 


ARG A 


88 


HE 


ARG A 


88 


1HH1 


ARG A 


88 


2HH1 


ARG A 


88 


1HH2 


ARG A 


88 


2HH2 


ARG A 


88 


N 


PRO A 


89 


CA 


PRO A 


89 


C 


PRO A 


89 


0 


PRO A 


89 


CB 


PRO A 


89 


CG 


PRO A 


89 


CD 


PRO A 


89 


HA 


PRO A 


89 


1HB 


PRO A 


89 


2HB 


PRO A 


89 


IHG 


PRO A 


89 


2HG 


PRO A 


89 


1HD 


PRO A 


89 


2HD 


PRO A 


89 


N 


ASP A 


90 


CA 


ASP A 


90 


C 


ASP A 


90 


0 


ASP A 


90 



138.998 -3.121 
137.502 -3.096 

137.563 -1.504 

137. 564 -3. 262 
135.504 -3.481 
135.604 -1.873 
135.498 -1.856 
133.608 -1.915 
132.203 -1.231 
133.649 -0.958 
132.225 -0.688 
137.344 -0.704 
137.157 -0.707 
137.223 -2.113 
136.564 -3.031 
135.757 -0.117 
135. 519 0. 693 
136.239 -0.019 
137.884 -0.079 
135.037 -0.916 
135.737 0.498 
134.461 0.740 
135.922 1.686 
135.584 -0.732 
136.619 0.691 
138.021 -2.273 
138.172 -3.568 
137.378 -3.612 
137.759 -2.992 



-2.836 1.00 0.00 
-1.914 1.00 0.00 
-4.405 1.00 0.00 
-4.568 1.00 0.00 
-3.491 1.00 0.00 
-2.773 1.00 0.00 
-5.647 1.00 0.00 
-2.713 1.00 0.00 
-3.456 1.00 0.00 
-6.626 1.00 0.00 
-5.678 1.00 0.00 
0.089 1.00 0.00 
1.544 1.00 0.00 

2.132 1.00 0.00 
1.646 1.00 0.00 
1.729 1.00 0.00 
0.503 1.00 0.00 

-0.608 1.00 0.00 
2.037 1.00 0.00 
1.822 1.00 0.00 
2.617 1.00 0.00 
0.294 1.00 0.00 
0.635 1.00 0.00 
-1.086 1.00 0.00 
-1.326 1.00 0.00 
3.183 1.00 0.00 
3.838 1.00 0.00 
5.140 1.00 0.00 

6.133 1.00 0.00 
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ATOM 1316 
ATOM 1317 
ATOM 1318 
ATOM 1319 
ATOM 1320 
ATOM 1321 
ATOM 1322 
ATOM 1323 
ATOM 1324 
ATOM 1325 
ATOM 1326 
ATOM 1327 
ATOM 1328 
ATOM 1329 
ATOM 1330 
ATOM 1331 
ATOM 1332 
ATOM 1333 
ATOM 1334 
ATOM 1335 
ATOM 1336 
ATOM 1337 
ATOM 1338 
ATOM 1339 
ATOM 1340 
ATOM 1341 
ATOM 1342 
ATOM 1343 
ATOM 1344 



CB ASP A 

CG ASP A 

0D1 ASP A 

0D2 ASP A 

H ASP A 

HA ASP A 

1HB ASP A 

2HB ASP A 

N SER A 

CA SER A 

C SER A 



0 

CB 

OG 

H 

HA 



SER A 
SER A 
SER A 
SER A 
SER A 
1HB SER A 
2HB SER A 
HG SER A 
N ARG A 
CA ARG A 
ARG A 
ARG A 



C 
0 



CB ARG A 

CG ARG A 

CD ARG A 

NE ARG A 

CZ ARG A 

NH1 ARG A 



90 139.648 
90 139.948 
90 140.366 
90 139.764 
90 138.520 
90 137.787 
90 140.247 

90 139.921 

91 136.274 
91 135.426 
91 135.724 
91 134.840 
91 133.950 
91 133.158 
91 136.023 
91 135.639 
91 133.837 
91 133.605 

91 132.243 

92 136.972 
92 137.384 
92 137.327 
92 137.085 
92 138.798 
92 138.835 
92 140.147 
92 140.288 
92 139.667 
92 138.865 



-3.854 4.116 1.00 0.00 

-5.339 4.174 1.00 0.00 

-5.819 5.248 1.00 0.00 

-6.022 3.144 1.00 0.00 

-1.503 3.526 1.00 0.00 

-4.323 3.170 1.00 0.00 

-3.414 3.333 1.00 0.00 

-3.412 5.063 1.00 0.00 

-4.352 5.129 1.00 0.00 

-4.478 6.310 1.00 0.00 

-5.774 7.057 1.00 0.00 

-6.355 7.688 1.00 0.00 

-4.434 5.911 1.00 0.00 

-3.879 6.947 1.00 0.00 

-4.823 4.308 1.00 0.00 

-3.644 6.961 1.00 0.00 

-3.827 5.024 1.00 0.00 

-5.436 5.708 1.00 0.00 

-3.834 6.660 1.00 0.00 

-6.223 6.981 1.00 0.00 

-7.451 7.650 1.00 0.00 

-7.291 9.166 1.00 0.00 

-8.254 9.893 1.00 0.00 

-7.842 7.220 1.00 0.00 

-8.741 5.995 1.00 0.00 

-9.503 5.902 1.00 0.00 

-10.485 6.976 1.00 0.00 

-11.663 6.989 1.00 0.00 

-12.010 5.991 1.00 0.00 
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ATOM 1345 NH2 ARG A 

ATOM 1346 H ARG A 

ATOM 1347 HA ARG A 

ATOM 1348 1HB ARG A 

ATOM 1349 2HB ARG A 

ATOM 1350 1HG ARG A 

ATOM 1351 2HG ARG A 

ATOM 1352 1HD ARG A 

ATOM 1353 2HD ARG A 

ATOM 1354 HE ARG A 

ATOM 1355 1HH1 ARG A 

ATOM 1356 2HH1 ARG A 

ATOM 1357 1HH2 ARG A 

ATOM 1358 2HH2 ARG A 

ATOM 1359 N 

ATOM 1360 CA 

ATOM 1361 C 

ATOM 1362 0 

ATOM 1363 CB 

ATOM 1364 CG 

ATOM 1365 CD1 

ATOM 1366 CD2 

ATOM 1367 CE1 

ATOM 1368 CE2 

ATOM 1369 CZ 

ATOM 1370 H 

ATOM 1371 HA 

ATOM 1372 1HB 
ATOM 1373 2HB 



92 139.851 -12.496 
92 137.632 -5.717 
92 136.700 -8.234 
92 139.355 -6.944 
92 139.281 -8.361 
92 138.022 -9.450 
92 138.719 -8.133 
92 140.185 -10.016 
92 140.963 -8.798 
92 140.875 -10.253 
92 138.722 -11.386 
92 138.403 -12.896 
92 140.455 -12.240 

92 139.385 -13.381 

93 137.554 -6.068 
93 137.528 -5.782 
93 136.525 -4.678 
93 136.707 -3.917 
93 138.921 -5.377 
93 139.888 -6.524 
93 140.464 -6.884 
93 140.221 -7.243 
93 141.354 -7.938 
93 141.111 -8.298 
93 141.677 -8.646 
93 137.741 -5.341 
93 137.227 -6.684 
93 139.330 -4.642 
93 138.839 -4.945 



8.004 1.00 0.00 
6.462 1.00 0.00 
7.358 1.00 0.00 
6.997 1.00 0.00 
8.035 1.00 0.00 
6.056 1.00 0.00 
5.109 1.00 0.00 
4.953 1.00 0.00 
5.962 1.00 0.00 
7.725 1.00 0.00 
5.223 1.00 0.00 
6.007 1.00 0.00 
8.758 1.00 0.00 
8.014 1.00 0.00 
9.637 1.00 0.00 
11.067 1.00 0.00 
11.385 1.00 0.00 
12.335 1.00 0.00 
11.551 1.00 0.00 
11.626 1.00 0.00 
12.834 1.00 0.00 
10.489 1.00 0.00 
12.907 1.00 0.00 
10.555 1.00 0.00 
11.765 1.00 0.00 
9.007 1.00 0.00 
11.579 1.00 0.00 
10.874 1.00 0.00 
12.537 1.00 0.00 



PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
PHE A 
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ATOM 1374 HD1 PHE A 93 140.212 

ATOM 1375 HD2 PHE A 93 139. 778 

ATOM 1376 HE1 PHE A 93 141.796 

ATOM 1377 HE2 PHE A 93 141.361 

ATOM 1378 HZ PHE A 93 142.373 

ATOM 1379 N ALA A 94 135.467 

ATOM 1380 CA ALA A 94 134.436 

ATOM 1381 C ALA A 94 133. 274 

ATOM 1382 0 ALA A 94 132. 658 

ATOM 1383 CB ALA A 94 133.940 

ATOM 1384 H ALA A 94 135. 376 

ATOM 1385 HA ALA A 94 134. 879 

ATOM 1386 1HB ALA A 94 133. 035 

ATOM 1387 2HB ALA A 94 134. 696 

ATOM 1388 3HB ALA A 94 133. 739 

ATOM 1389 N SER A 95 132. 980 

ATOM 1390 CA SERA 95 131.891 

ATOM 1391 C SER A 95 130. 740 

ATOM 1392 0 SER A 95 130. 944 

ATOM 1393 CB SER A 95 132. 394 

ATOM 1394 OG SER A 95 131. 383 

ATOM 1395 H SER A 95 133. 508 

ATOM 1396 HA SERA 95 131.535 
ATOM 1397 1HB SER A 95 133. 240 
ATOM 1398 2HB SERA 95 132.695 

ATOM 1399 HG SERA 95 131.061 

ATOM 1400 N LEU A 96 129. 529 

ATOM 1401 CA LEU A 96 128. 344 

ATOM 1402 C LEU A 96 127.403 



-6.330 13.727 1.00 0.00 
-6.971 9.543 1.00 0.00 
-8.208 13.854 1.00 0.00 
-8.850 9.662 1.00 0.00 
-9.471 11.820 1.00 0.00 
-4.596 10.586 1.00 0.00 
-3.584 10.785 1.00 0.00 
-4.138 11.602 1.00 0.00 
-5.136 11.227 1.00 0.00 
-3.064 9.444 1.00 0.00 
-5.231 9.844 1.00 0.00 
-2.759 11.322 1.00 0.00 
-3. 584 9. 169 1. 00 0. 00 
-3.235 8.691 1.00 0.00 
-2.007 9.520 1.00 0.00 
-3.485 12.721 1.00 0.00 
-3.913 13.593 1.00 0.00 
-2.913 13.557 1.00 0.00 
-1.724 13.314 1.00 0.00 
-4.078 15.028 1.00 0.00 
-4.612 15.865 1.00 0.00 
-2.696 12.967 1.00 0.00 
-4.867 13.234 1.00 0.00 
-4.748 15.035 1.00 0.00 
-3.115 15.415 1.00 0.00 
-5.436 15.493 1.00 0.00 
-3.404 13.802 1.00 0.00 
-2.554 13.798 1.00 0.00 
-2.931 14.938 1.00 0.00 
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ATOM 1403 
ATOM 1404 
ATOM 1405 
ATOM 1406 
ATOM 1407 
ATOM 1408 
ATOM 1409 
ATOM 1410 
ATOM 1411 
ATOM 1412 
ATOM 1413 
ATOM 1414 
ATOM 1415 
ATOM 1416 
ATOM 1417 
ATOM 1418 
ATOM 1419 
ATOM 1420 
ATOM 1421 
ATOM 1422 
ATOM 1423 
ATOM 1424 
ATOM 1425 
ATOM 1426 
ATOM 1427 
ATOM 1428 
ATOM 1429 
ATOM 1430 
ATOM 1431 



0 LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLN A 
CA GLN A 
C GLN A 



0 

CB 

CG 



GLN A 
GLN A 
GLN A 
CD GLN A 
0E1 GLN A 
NE2 GLN A 
H GLN A 
HA GLN A 
1HB GLN A 
2HB GLN A 



96 126.670 
96 127.616 
96 127.763 
96 129.230 
96 126.985 
96 129.430 
96 128.669 
96 127.996 
96 126.564 
96 127.358 
96 129.616 
96 129.327 
96 129.788 
96 125.972 
96 127.460 

96 126.969 

97 127.429 
97 126.577 
97 126.881 
97 126.251 
97 125.102 
97 124.743 
97 124.686 
97 123.756 
97 125.684 
97 128.035 
97 126.782 
97 124.867 
97 124.497 



-3.916 14.852 1.00 0.00 
-2.665 12.456 1.00 0.00 
-1.451 11.537 1.00 0.00 
-1.182 11.239 1.00 0.00 
-1.664 10.247 1.00 0.00 
-4.361 13.989 1.00 0.00 
-1.534 13.938 1.00 0.00 
-3.533 11.936 1.00 0.00 
-2.816 12.649 1.00 0.00 
-0.581 12.034 1.00 0.00 
-0.468 11.952 1.00 0.00 
-0.782 10.241 1.00 0.00 
-2.103 11.315 1.00 0.00 
-1.959 10.481 1.00 0.00 
-2.438 9.663 1.00 0.00 
-0.743 9.681 1.00 0.00 
-2.139 16.006 1.00 0.00 
-2.389 17.163 1.00 0.00 
-3.753 17.778 1.00 0.00 
-4.753 17.433 1.00 0.00 
-2.314 16.763 1.00 0.00 
-1.048 16.001 1.00 0.00 
0.175 16.897 1.00 0.00 
0.338 17.686 1.00 0.00 
1.041 16.778 1.00 0.00 
-1.369 16.015 1.00 0.00 
-1.623 17.896 1.00 0.00 
-3.162 16.139 1.00 0.00 
-2.355 17.656 1.00 0.00 
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ATOM 1432 1HG GLN A 97 125.485 
ATOM 1433 2HG GLN A 97 123.775 
ATOM 1434 1HE2 GLN A 97 126.392 
ATOM 1435 2HE2 GLN A 97 125. 673 
ATOM 1436 N PRO A 98 127. 854 
ATOM 1437 CA PRO A 98 128.239 
ATOM 1438 C PRO A 98 127. 043 
ATOM 1439 0 PRO A 98 127. 044 
ATOM 1440 CB PRO A 98 129. 197 
ATOM 1441 CG PRO A 98 129.755 
ATOM 1442 CD PRO A 98 128.656 
ATOM 1443 HA PRO A 98 128.755 
ATOM 1444 1HB PRO A 98 128.652 
ATOM 1445 2HB PRO A 98 129.973 
ATOM 1446 1HG PRO A 98 130.034 
ATOM 1447 2HG PRO A 98 130. 611 
ATOM 1448 1HD PRO A 98 128.067 
ATOM 1449 2HD PRO A 98 129.067 
ATOM 1450 N SER A 99 126. 021 
ATOM 1451 CA SERA 99 124.818 
ATOM 1452 C SER A 99 123. 564 
ATOM 1453 0 SER A 99 123. 584 
ATOM 1454 CB SERA 99 124.815 
ATOM 1455 OG SER A 99 125.417 
ATOM 1456 H SER A 99 126.079 
ATOM 1457 HA SERA 99 124.820 
ATOM 1458 1HB SERA 99 125.367 
ATOM 1459 2HB SERA 99 123.797 
ATOM 1460 HG SERA 99 124.734 



-0.880 15.236 1.00 0.00 
-1.184 15.540 1.00 0.00 
0.846 16.128 1.00 0.00 
1.841 17.345 1.00 0.00 
-3.812 18.702 1.00 0.00 
-5.063 19.366 1.00 0.00 
-5.789 19.971 1.00 0.00 
-7.014 20.094 1.00 0.00 
-4.602 20.467 1.00 0.00 
-3.315 19.969 1.00 0.00 
-2.668 19.173 1.00 0.00 
-5.726 18.689 1.00 0.00 
-4.467 21.389 1.00 0.00 
-5.341 20.605 1.00 0.00 
-2.688 20.803 1.00 0.00 
-3.505 19.338 1.00 0.00 
-2.017 19.803 1.00 0.00 
-2.117 18.340 1.00 0.00 
-5.025 20.346 1.00 0.00 
-5.596 20.940 1.00 0.00 
-4.983 20.323 1.00 0.00 
-3.845 19.855 1.00 0.00 
-5.377 22.453 1.00 0.00 
-6.469 23.127 1.00 0.00 
-4.054 20.222 1.00 0.00 
-6.657 20.738 1.00 0.00 
-4.479 22.686 1.00 0.00 
-5.273 22.798 1.00 0.00 
-7.021 23.516 1.00 0.00 
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ATOM 1461 


N 


GLY A 100 122.475 


-5. 744 


20.327 1.00 0.00 


ATOM 1462 


CA 


GLY A 100 121.229 


-5.258 


19.766 1.00 0.00 


ATOM 1463 


C 


GLY A 100 120.594 


-4. 171 


20.614 1.00 0.00 


ATOM 1464 


0 


GLY A 100 120.434 


-3.039 


20.157 1.00 0.00 


ATOM 1465 


H 


GLY A 100 122. 518 


-6.644 


20.714 1.00 0.00 


ATOM 1466 


1HA 


GLY A 100 121.420 


-4.864 


18.779 1.00 0.00 


ATOM 1467 


2HA 


GLY A 100 120.537 


-6.085 


19.685 1.00 0.00 


ATOM 1468 


N 


PRO A 101 120.221 


-4.486 


21.866 1.00 0.00 


ATOM 1469 


CA 


PRO A 101 119. 600 


-3.515 


22.773 1.00 0.00 


ATOM 1470 


C 


PRO A 101 120. 582 


-2.443 


23.233 1.00 0.00 


ATOM 1471 


0 


PRO A 101 121.475 


-2.709 


24.038 1.00 0.00 


ATOM 1472 


CB 


PRO A 101 119. 150 


-4.372 


23.959 1.00 0.00 


ATOM 1473 


CG 


PRO A 101 120.062 


-5. 549 


23.942 1.00 0.00 


ATOM 1474 


CD 


PRO A 101 120.374 


-5.812 


22.495 1.00 0.00 


ATOM 1475 


HA 


PRO A 101 118.741 


-3.043 


22.319 1.00 0.00 


ATOM 1476 


1HB 


PRO A 101 119.249 


-3. 806 


24.873 1.00 0.00 


ATOM 1477 


2HB 


PRO A 101 118. 121 


-4. 669 


23.821 1.00 0.00 


ATOM 1478 


1HG 


PRO A 101 120.966 


-5. 320 


24.485 1.00 0.00 



ATOM 1479 2HG PRO A 101 119.566 -6.403 24.379 1.00 0.00 

ATOM 1480 1HD PRO A 101 121.386 -6.175 22.387 1.00 0.00 

ATOM 1481 2HD PRO A 101 119.671 -6.518 22.079 1.00 0.00 

ATOM 1482 N SER A 102 120.410 -1.230 22.718 1.00 0.00 

ATOM 1483 CA SER A 102 121.282 -0.117 23.077 1.00 0.00 

ATOM 1484 C SER A 102 120.786 0.576 24.341 1.00 0.00 

ATOM 1485 0 SERA 102 121.581 1.051 25.153 1.00 0.00 

ATOM 1486 CB SER A 102 121.358 0.889 21.926 1.00 0.00 

ATOM 1487 OG SER A 102 120.064 1.307 21.527 1.00 0.00 

ATOM 1488 H SERA 102 119.679 -1.080 22.081 1.00 0.00 

ATOM 1489 HA SER A 102 122.268 -0.515 23.261 1.00 0.00 
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ATOM 1490 


1HB 


SER A 102 121.918 


1.755 


ATOM 1491 


2HB 


SER A 102 121.851 


0.430 


ATOM 1492 


HG 


SER A 102 119.966 


2.248 


ATOM 1493 


N 


SER A 103 119.468 


0.630 


ATOM 1494 


CA 


SER A 103 118.867 


1.265 


ATOM 1495 


C 


SER A 103 119.270 


0.543 


ATOM 1496 


0 


SER A 103 118.782 


-0. 550 


ATOM 1497 


CB 


SER A 103 117.343 


1.283 


ATOM 1498 


OG 


SER A 103 116.799 


2.484 


ATOM 1499 


H 


SER A 103 118.886 


0.234 


ATOM 1500 


HA 


SER A 103 119.226 


2.282 


ATOM 1501 


1HB 


SER A 103 117.073 


1.202 


ATOM 1502 


2HB 


SER A 103 116.927 


0.448 


ATOM 1503 


HG 


SER A 103 116. 312 


2.293 


ATOM 1504 


N 


GLY A 104 120. 165 


1.160 


ATOM 1505 


CA 


GLY A 104 120. 618 


0.561 


ATOM 1506 


C 


GLY A 104 119. 539 


0.545 


ATOM 1507 


0 


GLY A 104 119. 748 


-0. 103 


ATOM 1508 


OXT 


GLY A 104 118.485 


1.179 


ATOM 1509 


H 


GLY A 104 120. 520 


2.029 


ATOM 1510 


1HA 


GLY A 104 120. 930 


-0.455 


ATOM 1511 


2HA 


GLY A 104 121.464 


1.121 


TER 1512 




GLY A 104 





ENDMDL 



[0 0 9 9] 

ATOM 1 N GLY A 1105.215 7.354 -0.195 1.00 0.00 
ATOM 2 CA GLY A 1106.288 6.361 -0.4811.00 0.00 
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ATOM 3 


C 


GLY A 


1 107.290 


6.250 


0.651 1.00 0.00 


ATOM 4 


0 


GLY A 


1 107.077 


6.795 


1.734 1.00 0.00 


ATOM 5 


1H 


GLY A 


1 105.533 


8.026 


0.533 1.00 0.00 


ATOM 6 


2H 


GLY A 


1 104.360 


6.869 


0. 147 1.00 0.00 


ATOM 7 ' 


3H 


GLY A 


1 104.976 


7.882 


•« xv jr% XV XV /\ f\ *\ /X 

-1.060 1.00 0.00 


ATOM 8 


1HA 


GLY A 


1 105.834 


5.395 


-0.642 1.00 0.00 


ATOM 9 


2HA 


GLY A 


1 106.807 


6.659 


•m f\ f\ *\ m* X\ f\ XV ^X /"V 

-1.380 1.00 0.00 


ATOM 10 


N 


SER A 


2 108.386 


5.542 


0.400 1.00 0.00 


ATOM 11 


CA 


SER A 


2 109.426 


5.360 


1.405 1.00 0.00 


ATOM 12 


C 


SER A 


2 110.256 


6.629 


1.565 1.00 0.00 


ATOM 13 


0 


SER A 


2 110.259 


7.496 


/\ /-v -« XV rf"X rX XV 

0.691 1.00 0.00 


ATOM 14 


CB 


SER A 


2 110.332 


4.187 


1.026 1.00 0.00 


ATOM 15 


OG 


SER A 


2 109.867 


2.977 


1.597 1.00 0.00 


ATOM 16 


H 


SER A 


2 108.498 


5. 132 


-0.484 1.00 0.00 


ATOM 17 


HA 


SER A 


2 108.942 


5. 140 


2.346 1.00 0.00 


ATOM 18 


1HB 


SER A 


2 110.348 


4.080 


xv xn j x\ •« xv s\ xv /x yv 

-0.048 1.00 0.00 


ATOM 19 


2HB 


SER A 


2 111.334 


4.379 


XX XX A -* XV ^\ X\ XV XV 

1.384 1.00 0.00 


ATOM 20 


HG 


SER A 


2 110.095 


2.955 


XX fv* XX /X 4 XV XV XV XV /X 

2.530 1.00 0.00 


ATOM 21 


N 


SER A 


3 110.962 


6.731 


XX x* /"V ■* XV XV /X XX XV 

2.687 1.00 0.00 


ATOM 22 


CA 


SER A 


3 111.797 


7.894 


2.960 1.00 0.00 


ATOM 23 


C 


SER A 


3 113.078 


7.853 


2.131 1.00 0.00 


ATOM 24 


0 


SER A 


3 113.500 


8.866 


1.573 1.00 0.00 


ATOM 25 


CB 


SER A 


3 112.142 


7.961 


j j m rx -■ xv xv xv xv ^x 

4.450 1.00 0.00 


ATOM 26 


OG 


SER A 


3 113.199 


7.072 


A r\ xv ^ xv /X /X A /X 

4.769 1.00 0.00 


ATOM 27 


H 


SER A 


3 110.920 


6.008 


XX xv 4 xv ^ xv /"X vx /x /X 

3.346 1.00 0.00 


ATOM 28 


HA 


SER A 


3 111.237 


8. 777 


2.690 1.00 0.00 


ATOM 29 


1HB 


SER A 


3 112.447 


8.967 


4.702 1.00 0.00 


ATOM 30 


2HB 


SER A 


3 111.272 


7.692 


5.031 1.00 0.00 


ATOM 31 


HG 


SER A 


3 112.849 


6.184 


4.872 1.00 0.00 
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ATOM 32 


N 


GLY A 


A 1 -t ft f* ft ft 

4 113.690 


6. 676 


O ACC 1 A A A AA 

2. Odd 1. 00 0. 00 


a mAl f ft ft 

ATOM 33 


CA 


GLY A 


A 1 ^ A A "1 P" 

4 114.915 


6.525 


1 OA/I 1 AA A AA 

1.294 1.00 0.00 


* mAl t ft J 

ATOM 34 


C 


GLY A 


4 116. 155 


6. 661 


O 1 1 A A A A A 

2. 156 1. 00 0. 00 


ATOM 35 


0 


GLY A 


a t 1 ft ^ r-r ft 

4 116.173 


<-7 J ft 1— 

7.435 


ft 1 f O 1 A A A AA 

3. 112 1. 00 0. 00 


A /TVftl ff ft ft 

ATOM 36 


H 


GLY A 


A 1 ^ ft ft ft n 

4 113.307 


1™ ft ft j 
5.904 


O COO 1 AA A AA 

2.523 1.00 0.00 


ATOM 37 


1HA 


GLY A 


4 114.918 


5.550 


ft n OO "1 AA A AA 

0.828 1.00 0.00 


ATOM 38 


2HA 


GLY A 


4 114.941 


rt ft ft ft 

7.280 


ft p-OO 1 AA A AA 

0.523 1.00 0.00 


ATOM 39 


N 


SER A 


5 117. 194 


P" ft ft r" 

5.905 


1 ni n 1 A A A A A 

1.817 1.00 0.00 


ATOM 40 


CA 


SER A 


5 118.444 


p* ft ^ o 
5.943 


O T~ r* f~J "I AA A AA 

2.567 1.00 0.00 


ATOM 41 


C 


SER A 


5 119.548 


f— i ft r~t 

5. 197 


1- O O O 1 AA A AA 

1.823 1.00 0.00 


ATOM 42 


0 


SER A 


r~ ii ft ft ft 

5 119.739 


ft ft ft 1-7 

3.997 


ft ft -\ ft i AA A AA 

2.018 1.00 0.00 


ATOM 43 


CB 


SER A 


5 118.248 


r* ft ft /* 

5.336 


ft ft f— rr 1 AA A AA 

3.957 1.00 0.00 


ATOM 44 


0G 


SER A 


5 117.949 


3.954 


ft oni "1 AA A AA 

3.871 1.00 0.00 


■ mAl r j bp 

ATOM 45 


H 


SER A 


5 117.119 


r* ft ft ft 

5.306 


1 A A A 1 A A A A A 

1.044 1.00 0.00 


ATOM 46 


HA 


SER A 


w -i -« ft r«» ft J 

5 118.734 


ft ft #-y ft 

6.978 


ft ft j»7 ft i ft ft ft ft ft 

2.673 1.00 0.00 


ATOM 47 


1HB 


SER A 


5 119.154 


5.461 


A P"AA "1 AA A AA 

4.533 1.00 0.00 


ATOM 48 


2HB 


SER A 


5 117.433 


p" ft 

5.839 


A A P* P" 1 AA A A A 

4.455 1.00 0.00 


ATOM 49 


HG 


SER A 


5 117.186 


3.826 


ft <-» ft i i ft ft ft ft ft 
3.304 1.00 0.00 


a /-i-ifti > ^ ft 

ATOM 50 


N 


SER A 


6 120.271 


i— ft <i frt 

5.917 


ft ft r? i 1 ft ft A AA 

0.971 1.00 0.00 


ATOM 51 


CA 


SER A 


6 121.355 


P" ft ft o 

5.322 


ft i ftft -i ft ft ft ft ft 
0. 198 1. 00 0. 00 


A mAl f P— A 

ATOM 52 


C 


SER A 


/% -m ftft /*t~\t1 

6 122.687 


1— A ft ft 

5.469 


ft ft ft ft m ft ft ft ft ft 

0.929 1.00 0.00 


ATOM 53 


0 


SER A 


/» i r*\ ft ft /* »— 

6 123.365 


/» j o ft 
6.489 


ft ft ft »— i ft ft A AA 

0.805 1.00 0.00 


a mAi m «■» j 

ATOM 54 


CB 


SER A 


ft -i ft t J J ft 

6 121.443 


5.975 


1 t O O 1 ft ft ft ft ft 

-1.182 1.00 0.00 


ATOM 55 


0G 


SER A 


/* 1 ft ft "1 l-T ft 

6 120. 178 


ft ft ft 
5. 990 


"l ft ft -i i ft ft A AA 

-1.821 1.00 0.00 


A mAi r f* 

ATOM 56 


H 


SER A 


ft i ftft ft ft 

6 120.070 


/-» ft ft 
6.869 


ft ft r- ft -i ft ft ft ft A 

0.859 1.00 0.00 


ATOM 57 


HA 


SER A 


6 121.140 


4.271 


0.077 1.00 0.00 


ATOM 58 


1HB 


SER A 


6 121.790 


6.992 


-1.076 1.00 0.00 


ATOM 59 


2HB 


SER A 


6 122.137 


5.420 


-1.796 1.00 0.00 


ATOM 60 


HG 


SER A 


6 119.653 


6.716 


-1.475 1.00 0.00 
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ATOM 61 


N 


GLY A 


mm f\ Af\ f \ m* mm 

7 123.055 


A AAA 

4.444 


1.688 1.00 0.00 


ATOM 62 


CA 


GLY A 


7 124.304 


a a nn 

4.477 


2.428 1.00 0.00 


ATOM 63 


C 


GLY A 


7 125.284 


r\ A -t CS 

3.418 


1.960 1.00 0.00 


ATOM 64 


0 


GLY A 


7 126.040 


2.867 


2.760 1.00 0.00 


ATOM 65 


H 


GLY A 


mm -f /— V g~\ A mm A 

7 122.474 


3.656 


1.750 1.00 0.00 


ATOM 66 


1HA 


GLY A 


Mf ^ /-\ A mm mm mm 

7 124.757 


5.450 


2.304 1.00 0.00 


ATOM 67 


2HA 


GLY A 


7 124.095 


4.321 


3.475 1.00 0.00 


ATOM 68 


N 


LEU A 


8 125.269 


3. 134 


0.662 1.00 0.00 


ATOM 69 


CA 


LEU A 


8 126.163 


2. 134 


0.089 1.00 0.00 


ATOM 70 


C 


LEU A 


8 127.308 


2.798 


-0.668 1.00 0.00 


ATOM 71 


0 


LEU A 


8 128.424 


2.279 


-0.705 1.00 0.00 


ATOM 72 


CB 


LEU A 


8 125.389 


1.205 


-0.847 1.00 0.00 


ATOM 73 


CG 


LEU A 


8 124.503 


0. 173 


-0.148 1.00 0.00 


ATOM 74 


CD1 


LEU A 


8 123.307 


-0. 182 


-1.018 1.00 0.00 


ATOM 75 


CD2 


LEU A 


8 125.306 


-1.075 


0.192 1.00 0.00 


ATOM 76 


H 


LEU A 


8 124.644 


3.608 


0.076 1.00 0.00 


ATOM 77 


HA 


LEU A 


m r% mm mm g~\ 

8 126.573 


1.553 


0.901 1.00 0.00 


ATOM 78 


1HB 


LEU A 


8 124.763 


1.811 


-1.486 1.00 0.00 


ATOM 79 


2HB 


LEU A 


8 126.099 


0.676 


-1.465 1.00 0.00 


ATOM 80 


HG 


LEU A 


8 124.130 


0.594 


0.775 1.00 0.00 


ATOM 81 


1HD1 LEU A 


8 122.467 


-0. 437 


-0.390 1.00 0.00 


ATOM 82 


2HD1 LEU A 


tr\ "1 f\ f\ mm mm mm 

8 123.557 


-1.026 


-1.646 1.00 0.00 


ATOM 83 


3HD1 LEU A 


8 123.050 


0.664 


-1.638 1.00 0.00 


ATOM 84 


1HD2 LEU A 


8 124.669 


-1.943 


0. 118 1.00 0.00 


ATOM 85 


2HD2 LEU A 


8 125.689 


-0. 992 


1.198 1.00 0.00 


ATOM 86 


3HD2 LEU A 


8 126.129 


-1.171 


-0.500 1.00 0.00 


ATOM 87 


N 


ALA A 


9 127.025 


3.949 


-1.271 1.00 0.00 


ATOM 88 


CA 


ALA A 


9 128.032 


4.684 


-2.027 1.00 0.00 


ATOM 89 


C 


ALA A 


9 128.353 


6.018 


-1.362 1.00 0.00 
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^-v: 100/ 



ATOM 90 


0 


ALA A 


ATOM 91 


CB 


ALA A 


ATOM 92 


TT 

H 


ALA A 


A rrv\i a* f\ O 

ATOM 93 


TT A 

HA 


ALA A 


ATOM 94 


1HB 


ALA A 


ATOM 95 


2HB 


ALA A 


A nVM A* /*\ /* 

ATOM 96 


3HB 


ALA A 


ATOM 97 


N 


MET A 


ATOM 98 


CA 


MET A 


ATOM 99 


C 


MET A 


ATOM 100 


0 


MET A 


ATOM 101 


CB 


MET A 


A /TVM A* 1 /\ 

ATOM 102 


CG 


MET A 


ATOM 103 


SD 


MET A 


ATOM 104 


CE 


MET A 


ATOM 105 


H 


MET A 


ATOM 106 


HA 


MET A 


ATOM 107 


1HB 


MET A 


ATOM 108 


2HB 


MET A 


ATOM 109 


IHG 


MET A 


ATOM 110 


2HG 


% ITVn A 

MET A 


ATOM 111 


1HE 


MET A 


ATOM 112 


2HE 


MET A 


ATOM 113 


3HE 


MET A 


ATOM 114 


N 


PRO A 


ATOM 115 


CA 


PRO A 


ATOM 116 


C 


PRO A 


ATOM 117 


0 


PRO A 


ATOM 118 


CB 


PRO A 



9 127.467 6.685 

9 127.559 4.904 
9 126.117 4.312 

9 128.930 4.083 

9 126.948 4.070 

9 128.415 4.986 

9 126.979 5.813 

10 129.625 6.399 

10 130.064 7.654 
10 131.140 8.320 

10 132.329 8.052 

10 130.601 7.410 

10 129.515 7.117 

10 130.052 5.956 
10 128.479 5.283 
10 130.285 5.823 
10 129.209 8.311 
10 131.277 6.568 
10 131.144 8.286 
10 129.229 8.043 
10 128.661 6.699 
10 127.696 6.001 
10 128.516 5.071 

10 128.277 4.371 

11 130.733 9.201 
11 131.672 9.903 
11 132.708 10.710 
11 133.901 10.639 
11 130.781 10.836 



-0.828 1.00 0.00 
-3.456 1.00 0.00 
-1.204 1.00 0.00 
-2.058 1.00 0.00 
-3.766 1.00 0.00 
-4.110 1.00 0.00 
-3.507 1.00 0.00 
-1.399 1.00 0.00 
-0.799 1.00 0.00 
-1.656 1.00 0.00 
-1.490 1.00 0.00 

0.612 1.00 0.00 

1.634 1.00 0.00 

2.905 1.00 0.00 

3.435 1.00 0.00 
-1.839 1.00 0.00 
-0.740 1.00 0.00 

0.586 1.00 0.00 

0.935 1.00 0.00 

2.110 1.00 0.00 

1.121 1.00 0.00 

3.239 1.00 0.00 

4.493 1.00 0.00 

2.892 1.00 0.00 

-2.588 1.00 0.00 

-3.467 1.00 0.00 

-2.687 1.00 0.00 

-2.976 1.00 0.00 

-4.295 1.00 0.00 
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ATOM 119 CG PROA 11 129.406 10.270 -4.185 1.00 0.00 

ATOM 120 CD PROA 11 129.335 9.581 -2.851 1.00 0.00 

ATOM 121 HA PROA 11 132.181 9.214 -4.125 1.00 0.00 

ATOM 122 1HB PROA 11 130.831 11.836 -3.892 1.00 0.00 

ATOM 123 2HB PROA 11 131.120 10.841 -5.321 1.00 0.00 

ATOM 124 1HG PROA 11 128.680 11.066 -4.229 1.00 0.00 

ATOM 125 2HG PROA 11 129.236 9.561 -4.981 1.00 0.00 

ATOM 126 1HD PRO A 11 128.971 10.260 -2.095 1.00 0.00 

ATOM 127 2HD PROA 11 128.704 8.707 -2.911 1.00 0.00 

ATOM 128 N PROA 12 132.269 11.487 -1.678 1.00 0.00 

ATOM 129 CA PROA 12 133.179 12.297 -0.8611.00 0.00 

ATOM 130 C PROA 12 134.284 11.455 -0.232 1.00 0.00 

ATOM 131 0 PROA 12 135.340 11.970 0.133 1.00 0.00 

ATOM 132 CB PRO A 12 132.272 12.882 0.225 1.00 0.00 

ATOM 133 CG PRO A 12 130.903 12.847 -0.360 1.00 0.00 

ATOM 134 CD PROA 12 130.866 11.636 -1.249 1.00 0.00 

ATOM 135 HA PRO A 12 133.622 13.096 -1.437 1.00 0.00 
ATOM 136 1HB PROA 12 132.336 12.276 1.117 1.00 0.00 
ATOM 137 2HB PRO A 12 132.579 13.893 0.447 1.00 0.00 
ATOM 138 1HG PROA 12 130.170 12.758 0.426 1.00 0.00 
ATOM 139 2HG PRO A 12 130.728 13.741 -0.940 1.00 0.00 
ATOM 140 1HD PRO A 12 130.539 10.770 -0.691 1.00 0.00 
ATOM 141 2HD PROA 12 130.219 11.809 -2.094 1.00 0.00 
ATOM 142 N GLY A 13 134.030 10.155 -0.108 1.00 0.00 
ATOM 143 CA GLY A 13 135.012 9.261 0.477 1.00 0.00 
ATOM 144 C GLY A 13 135.208 7.999 -0.339 1.00 0.00 
ATOM 145 0 GLY A 13 135.145 6.891 0.193 1.00 0.00 
ATOM 146 H GLY A 13 133.170 9.800 -0.417 1.00 0.00 
ATOM 147 1HA GLY A 13 135.957 9.779 0.552 1.00 0.00 
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102/ 



ATOM 148 
ATOM 149 
ATOM 150 
ATOM 151 
ATOM 152 
ATOM 153 
ATOM 154 
ATOM 155 
ATOM 156 
ATOM 157 
ATOM 158 
ATOM 159 
ATOM 160 
ATOM 161 
ATOM 162 
ATOM 163 
ATOM 164 
ATOM 165 
ATOM 166 
ATOM 167 
ATOM 168 
ATOM 169 
ATOM 170 
ATOM 171 
ATOM 172 
ATOM 173 
ATOM 174 
ATOM 175 
ATOM 176 



QUA 


n>j XT A 

GLY A 


13 


M 

JM 


A OM A 

AbN A 


14 


LA 


A CM A 

AbN A 


1 A 

14 


p 
L 


A A 

ASN A 


14 


U 


A CM A 

AbN A 


1 A 

14 


LB 


A OM A 

AbN A 


1 A 

14 


CG 


A OM A 

AbN A 


1 A 

14 


0D1 


A OM A 

AbN A 


14 


XTTVO 

ND2 


A n\T A 

AbN A 


14 


TT 

H 


A OM A 

AbN A 


1 A 

14 


TT A 

HA 


A OM A 

AbN A 


14 


1 LTD 

1HB 


AOM A 

AbN A 


1 A 

14 


OTTT) 

2HB 


A OM A 

AbN A 


1 A 

14 


1 UTAH 

1HU2 


A OM A 

AbN A 


1 A 

14 


2HD2 


A OM A 

AbN A 


T A 

14 


"NT 

N 


ODD A 

bER A 


15 


r* a 

LA 


OT?D A 

bER A 


15 


C 


OT?D A 

bER A 


15 


0 


OT?D A 

bER A 


15 




ODD A 

bER A 


15 


AO 

UG 


OT?D A 

bER A 


15 


TT 

n 


ODD A 

bER A 


15 


TT A 

HA 


OT?D A 

bER A 


15 


1 LTD 

1HB 


OT?D A 

bER A 


15 


OTTD 

2HB 


ODD A 

bER A 


15 


HG 


SER A 


15 


N 


HIS A 


16 


CA 


HIS A 


16 


C 


HIS A 


16 



134. 686 8. 986 

135.447 8.169 

135.654 7.038 

134.405 6.163 

133. 628 6. 256 

136.854 6.205 

138.169 6.936 

138.694 7.023 

138.711 7.466 

135.485 9.078 

135.858 7.433 

136.742 5.965 

136.888 5.290 

138.237 7.357 

139.561 7.945 

134.219 5.312 

133.065 4.422 

132.542 4.276 

131.340 4.379 

133.432 3.048 

132. 293 2. 391 

134.872 5.282 

132.289 4.856 

134. 159 3. 167 

133.853 2.439 

131.783 3.007 

133.453 4.036 

133.084 3.876 

133.923 4.787 



1.470 1.00 0.00 
-1.638 1.00 0.00 
-2.536 1.00 0.00 
-2.612 1.00 0.00 
-3.562 1.00 0.00 
-2.078 1.00 0.00 
-2.265 1.00 0.00 
-3.375 1.00 0.00 
-1.173 1.00 0.00 
-2.000 1.00 0.00 
-3.520 1.00 0.00 
-1.032 1.00 0.00 
-2.652 1.00 0.00 
-0.322 1.00 0.00 
-1.264 1.00 0.00 
-1.607 1.00 0.00 
-1.564 1.00 0.00 
-0.139 1.00 0.00 
0.107 1.00 0.00 
-2.127 1.00 0.00 
-2.653 1.00 0.00 
-0.878 1.00 0.00 
-2.176 1.00 0.00 
-2.917 1.00 0.00 
-1.340 1.00 0.00 
-3.183 1.00 0.00 
0.799 1.00 0.00 
2.201 1.00 0.00 
3.092 1.00 0.00 
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ATOM 177 


0 


HIS A 


16 


133.400 


i— A r~ A 

5.454 


3.984 1.00 0.00 


ATOM 178 


CB 


HIS A 


16 


133. 259 


2.420 


f\ Af% sf*\ aT\ ~+ /X yx Af\ VX yx, 

2.633 1.00 0.00 


ATOM 179 


CG 


HIS A 


16 


t xx xx r\ xx «• 

132. 025 


1.591 


2.457 1.00 0.00 


ATOM 180 


ND1 


HIS A 


16 


131.474 


0.835 


3.472 1.00 0.00 


ATOM 181 


CD2 


HIS A 


16 


** *"X ~t /X *r*\ xx 

131.232 


1.401 


1.377 1.00 0.00 


ATOM 182 


CE1 


HIS A 


16 


130. 397 


0.216 


3.023 1.00 0.00 


a rrv\i f i no 

ATOM 183 


ME2 


HIS A 


16 


130. 227 


0.543 


1.755 1.00 0.00 


A m/\l f 1 A 

ATOM 184 


H 


HIS A 


16 


134. 396 


3.965 


0.542 1.00 0.00 


ATOM 185 


HA 


HIS A 


16 


132. 045 


4. 150 


2.304 1.00 0.00 


ATOM 186 


1HB 


HIS A 


16 


134. 047 


1.970 


2.047 1.00 0.00 


ATOM 187 


2HB 


HIS A 


16 


133. 534 


2.391 


3.678 1.00 0.00 


ATOM 188 


T TT"\ t 

HD1 


TITO A 

HIS A 


16 


131.822 


0.763 


4.385 1.00 0.00 


ATOM 189 


HD2 


HIS A 


16 


131.363 


1.841 


0.399 1.00 0.00 


ATOM 190 


HE1 


HIS A 


16 


129. 763 


-0.444 


xx x\ x» -« x\ /x x\ /x y*v 

3.596 1.00 0.00 


ATOM 191 


HE2 


HIS A 


16 


129. 457 


0.291 


1.205 1.00 0.00 


ATOM 192 


N 


GLY A 


17 


tm XV P - * /-V xx X\ 

135. 229 


4.809 


2.843 1.00 0.00 


ATOM 193 


CA 


GLY A 


17 


136. 120 


5.641 


3.630 1.00 0.00 


ATOM 194 


C 


GLY A 


17 


137. 532 


5.092 


XX x* p*>* s"\ 1 XV rX /\ /X /X 

3.679 1.00 0.00 


ATOM 195 


0 


GLY A 


17 


138. 032 


4.742 


J pvv J XX XV /X XV /X XV 

4.748 1.00 0.00 


ATOM 196 


H 


/"vr IT A 

GLY A 


17 


135. 589 


4.257 


XX ^ XX ^ X\ /X ✓x XX /X 

2.119 1.00 0.00 


ATOM 197 


1HA 


GLY A 


17 


136. 145 


6.631 


XX /-> X\ /X ^ #N XX XV XV /X 

3.200 1.00 0.00 


ATOM 198 


2HA 


GLY A 


17 


135. 736 


5.707 


J y - * /x « xv yx xv xv /X 

4.637 1.00 0.00 


ATOM 199 


N 


LEU A 


18 


138. 175 


5.015 


XV ^ XV ^ XV XX XV XX ^x 

2.519 1.00 0.00 


ATOM 200 


CA 


LEU A 


18 


139. 539 


4.503 


2.434 1.00 0.00 


ATOM 201 


C 


LEU A 


18 


140. 547 


5.574 


2.836 1.00 0.00 


ATOM 202 


0 


LEU A 


18 


140.918 


6.426 


2.029 1.00 0.00 


ATOM 203 


CB 


LEU A 


18 


139.833 


4.014 


1.015 1.00 0.00 


ATOM 204 


CG 


LEU A 


18 


138. 730 


3.165 


0.380 1.00 0.00 


ATOM 205 


CD1 


LEU A 


18 


138. 853 


3.178 


-1.136 1.00 0.00 
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AT»A*I one 

ATOM 20o 


LD2 


T T7TT A 

LEU A 


ATYMl/f OAT 

ATOM 207 


TJ 

H 


T T?TT A 

LEU A 


ATATUT OAO 

ATOM 208 


TT A 

HA 


T ATT A 

LEU A 


ATOM 209 


1HB 


T T?TT A 

LEU A 


ATYMlf OTA 

AluM 210 


2HB 


T T?TT A 

LEU A 


A10M 211 


HG 


T T?TI A 

LEU A 


AluM 212 


1 TTA 1 

1HD1 


T T?TT A 

LEU A 


ATOM 213 


OTTA1 

2HD1 


T T?TT A 

LEU A 


AI0M 214 


OTTAT 

3HD1 


T "ATT A 

LEU A 


ATOM 215 


1 TTAO 

1HD2 


T T?TT A 

LEU A 


ATOM 216 


OTTAO 

2HD2 


T ATT A 

LEU A 


ATOM 217 


OTTT^O 

3HD2 


T ATT A 

LEU A 


ATYYIUI OlO 

ATOM 218 


N 


AT TT A 

GLU A 


A TAW OTA 

ATOM 219 


A A 

CA 


AT TT A 

GLU A 


ATY\Hf OOA 

ATOM 220 


c 


rvr tt a 

GLU A 


ATOM 221 


0 


r»T TT A 

GLU A 


ATYMUT OOO 

ATOM 222 


CB 


AT TT A 

GLU A 


ATATUf OOO 

ATOM 223 


AA 

CG 


AT TT A 

GLU A 


ATOM 224 


AA 

CD 


AT TT A 

GLU A 


ATYMUf OOfT 

ATOM 225 


OEl 


f\r tt « 

GLU A 


a t*ai f nor 

ATOM 226 


0E2 


AT TT A 

GLU A 


ATAHiT OOT 

ATOM 227 


TT 

H 


AT TT A 

GLU A 


ATA** OOO 

ATOM 228 


TT A 

HA 


AT TT A 

GLU A 


ATAM OOA 

ATOM 229 


i Tm 

1HB 


AT TT A 

GLU A 


ATOM 230 


2HB 


AT TT A 

GLU A 


ATOM 231 


1HG 


GLU A 


ATOM 232 


2HG 


GLU A 


ATOM 233 


N 


VAL A 


ATOM 234 


CA 


VAL A 



18 138.786 1.740 

18 137.723 5.308 

18 139.623 3.672 

18 140.002 4.877 

18 140.739 3.426 

18 137.769 3.583 

18 139.875 2.973 

18 138.564 4.149 

18 138.205 2.423 

18 137.874 1.224 

18 138.895 1.758 

18 139.629 1.226 

19 140.988 5.523 
19 141.956 6.488 
19 143.006 5.799 
19 142.962 4.585 
19 141.246 7.576 
19 140.290 7.030 
19 140.046 8.008 
19 139.639 7.561 
19 140.261 9.220 
19 140.656 4.819 
19 142.447 6.944 
19 141.989 8.180 
19 140.683 8.202 
19 139.345 6.807 

19 140.708 6.122 

20 143.949 6.582 
20 145.009 6.047 



0.909 1.00 0.00 
1.701 1.00 0.00 
3.116 1.00 0.00 
0.387 1.00 0.00 
1.040 1.00 0.00 
0.641 1.00 0.00 
-1.416 1.00 0.00 
-1.512 1.00 0.00 
-1.556 1.00 0.00 
0.648 1.00 0.00 
1.983 1.00 0.00 
0.470 1.00 0.00 
4.088 1.00 0.00 
4.598 1.00 0.00 
5.464 1.00 0.00 
5.662 1.00 0.00 
5.405 1.00 0.00 
6.453 1.00 0.00 
7.586 1.00 0.00 
8.679 1.00 0.00 
7.380 1.00 0.00 
4.684 1.00 0.00 
3.751 1.00 0.00 
5.907 1.00 0.00 
4.728 1.00 0.00 
5.981 1.00 0.00 
6.864 1.00 0.00 
5.978 1.00 0.00 
6.822 1.00 0.00 
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atom 9Qc; 
AlUM ZOO 


p 

L 


\TM A 

VAL A 


9A 
ZU 


1 A A A QC 

144. 4o0 


O. 4U/ 


Q AQ9 1 AA A AA 
o. UoZ 1. UU U. UU 


ATOM 

AlUM ZOO 


a 
U 


\/AT A 
VAL A 


ZU 


14o. 04Z 


o. yoo 


Q *799 1 AA A AA 
o. /ZZ 1. UU U. UU 


ATOM 937 
AlUM ZO/ 


PT3 


VAT A 

VAL A 


9A 

ZU 


14b. Ulo 


H 1AA 

/. 144 


H 99A 1 AA A AA 

/. zzy i. uu u. uu 


AlUM ^oo 


ppi 

Lul 


VAT A 

VAL A 


ZU 


i An 101 
14/. lyl 


O. £>4U 


n ana i aa a aa 

/.y/y l.uu u. uu 


ATOM 93Q 
AlUM zoy 


pp9 

LUZ 


VAT A 

VAL A 


9A 

ZU 


1 AC AQd 

140. 4oy 


n ni a 

/. yi4 


d AA/1 1 AA A AA 

0. UU4 1. UU U. UU 


ATOM 9 A A 
AlUM Z4U 


n 


VAT A 

VAL A 


9A 

ZU 


i4o. yoi 


H KA O 

I • O4o 


Ct 7QO 1 A A A A A 
o. /oo 1. UU U. UU 


ATOM 9/t 1 
AlUM Z41 


TJA 

MA 


VAT A 

VAL A 


ZU 


l4o. ooy 


C 9G/1 

o. zy4 


d OC7 1 AA A AA 
o. Zo/ 1. UU U. UU 


ATflM 9 AO 
AlUM Z4Z 


TTD 

Hd 


VAT A 

VAL A 


20 


145. 512 


/. OOO 


n QQft 1 AA A AA 

/. ooy l. uu u. uu 


ATHM 9 AO 
AlUM Z4o 


Iriul 


VAT A 

VAL A 


20 


147. 488 


o. olo 


1 CA1 1 AA A AA 

/. oUl 1. UU u. UU 


ATOM 9/1 A 
A1UM Z44 


Znul 


VAT A 

VAL A 


20 


146.903 


C OA 1 

o. o41 


Q AAA T AA A AA 

y. uuu i. uu u. uu 


ATAM 9/1 c 
AlUM Z40 


oriOl 


VAT A 

VAL A 


20 148.019 


•7 9QC 

/. Zoo 


1 (\Cn 1 AA A AA 

/.yo/ l.uu u.uu 


ATflM 9/1 
AlUM Z40 


IriUZ 


VAT A 

VAL A 


20 


147.486 


*7 COO 

/. byz 


K 1 AO 1 A A A AA 
o. /4o 1. UU U. UU 


ATHM 9/17 
AlUM Z4/ 


9UP9 

ZnuZ 


VAT A 

VAL A 


20 


146.498 


Q ATI 

o. y /i 


d 99G 1 AA A AA 
0. ZZO 1. UU u. UU 


ATAM 9/1 Q 

AlUM Z4o 


QTTP9 


VAT A 

VAL A 
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ATOM 261 


0G 


SER A 


22 


140.308 


3.821 


7.694 1.00 0.00 
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8.722 1.00 0.00 
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ATOM 293 
ATOM 294 
ATOM 295 
ATOM 296 
ATOM 297 
ATOM 298 
ATOM 299 
ATOM 300 
ATOM 301 
ATOM 302 
ATOM 303 
ATOM 304 
ATOM 305 
ATOM 306 
ATOM 307 
ATOM 308 
ATOM 309 
ATOM 310 
ATOM 311 
ATOM 312 
ATOM 313 
ATOM 314 
ATOM 315 
ATOM 316 
ATOM 317 
ATOM 318 
ATOM 319 
ATOM 320 
ATOM 321 



1HB ALA A 
2HB ALA A 
3HB ALA A 
N GLU A 
CA GLU A 
C GLU A 
0 GLU A 
CB GLU A 
CG GLU A 
CD GLU A 
0E1 GLU A 
0E2 GLU A 
H GLU A 
HA GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 
N VAL A 
CA VAL A 
C VAL A 
0 VAL A 
CB VAL A 
CGI VAL A 
CG2 VAL A 
H VAL A 
HA VAL A 
HB VAL A 
1HG1 VAL A 



24 141.196 
24 142.184 

24 142.919 

25 141.598 
25 142.059 
25 142.225 
25 141.447 
25 141.075 
25 141.514 
25 140.767 
25 140.490 
25 140.461 
25 140.732 
25 143.017 
25 140.965 
25 140.117 
25 142.569 

25 141.335 

26 143.244 
26 143.513 
26 142.949 
26 142.719 
26 145.024 
26 145.275 
26 145.665 
26 143.830 
26 143.039 
26 145.477 
26 146.222 



0.333 1.830 1.00 0.00 
-0.464 0.606 1.00 0.00 
0.079 2.115 1.00 0.00 
-3.227 0.433 1.00 0.00 
-4.299 -0.445 1.00 0.00 
-3.797 -1.876 1.00 0.00 
-2.968 -2.348 1.00 0.00 
-5.470 -0.414 1.00 0.00 
-6.654 -1.260 1.00 0.00 
-6.737 -2.578 1.00 0.00 
-5.674 -3.170 1.00 0.00 
-7.865 -3.017 1.00 0.00 
-2.805 0.256 1.00 0.00 
-4.636 -0.081 1.00 0.00 
-5.805 0.607 1.00 0.00 
-5.130 -0.778 1.00 0.00 
-6.561 -1.469 1.00 0.00 
-7.563 -0.704 1.00 0.00 
-4.305 -2.560 1.00 0.00 
-3.909 -3.937 1.00 0.00 
-4.926 -4.922 1.00 0.00 
-6.084 -4.571 1.00 0.00 
-3.751 -4.191 1.00 0.00 
-3.136 -5.559 1.00 0.00 
-2.911 -3.097 1.00 0.00 
-4.962 -2.129 1.00 0.00 
-2.953 -4.109 1.00 0.00 
-4.731 -4.173 1.00 0.00 
-2.616 -5.553 1.00 0.00 
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ATOM 347 


2HZ 


LYS A 


ATOM 348 


3HZ 


LYS A 


ATOM 349 


N 


GLU A 


ATOM 350 


CA 


GLU A 



26 144.484 -2.439 
26 145.299 -3.917 
26 145.381 -1.876 
26 146.740 -2.998 

26 145.330 -3.260 

27 142.727 -4.487 
27 142.188 -5.360 
27 143.310 -5.966 
27 143.259 -5.951 
27 141.223 -4.583 
27 139.924 -4.202 
27 139.048 -5.419 
27 137.646 -5.018 
27 137.102 -5.932 
27 142.930 -3.554 
27 141.648 -6.158 
27 141.710 -3.677 
27 140.985 -5.190 
27 140.152 -3.735 
27 139.387 -3.504 
27 138.983 -5.995 
27 139.496 -6.019 
27 137.678 -4.014 
27 136.998 -5.043 
27 136.733 -6.799 
27 136.331 -5.466 

27 137.851 -6.192 

28 144.323 -6.501 
28 145.457 -7.112 



-5.792 1.00 0.00 
-6.305 1.00 0.00 
-3.223 1.00 0.00 
-3.157 1.00 0.00 
-2.131 1.00 0.00 
-6.157 1.00 0.00 
-7.194 1.00 0.00 
-8.031 1.00 0.00 
-9.262 1.00 0.00 
-8.092 1.00 0.00 
-7.403 1.00 0.00 
-7.154 1.00 0.00 
-6.724 1.00 0.00 
-5.682 1.00 0.00 
-6.376 1.00 0.00 
-6.706 1.00 0.00 
-8.424 1.00 0.00 
-8.954 1.00 0.00 
-6.457 1.00 0.00 
-8.030 1.00 0.00 
-8.065 1.00 0.00 
-6.376 1.00 0.00 
-6.327 1.00 0.00 
-7.587 1.00 0.00 
-6.124 1.00 0.00 
-5.163 1.00 0.00 
-5.007 1.00 0.00 
-7.357 1.00 0.00 
-8.038 1.00 0.00 
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ATOM 351 C GLU A 28 145.269 -8.622 -8.160 1.00 0.00 

ATOM 352 0 GLU A 28 144.303 -9.181 -7.640 1.00 0.00 

ATOM 353 CB GLU A 28 146.756 -6.806 -7.288 1.00 0.00 

ATOM 354 CG GLU A 28 147.863 -6.272 -8.182 1.00 0.00 

ATOM 355 CD GLU A 28 149.224 -6.837 -7.824 1.00 0.00 

ATOM 356 0E1 GLU A 28 149.635 -7.835 -8.452 1.00 0.00 

ATOM 357 0E2 GLU A 28 149.878 -6.281 -6.917 1.00 0.00 

ATOM 358 H GLU A 28 144.307 -6.483 -6.377 1.00 0.00 

ATOM 359 HA GLU A 28 145.516 -6.688 -9.029 1.00 0.00 

ATOM 360 1HB GLU A 28 146.552 -6.068 -6.526 1.00 0.00 

ATOM 361 2HB GLU A 28 147.110 -7.711 -6.814 1.00 0.00 

ATOM 362 1HG GLU A 28 147.640 -6.533 -9.205 1.00 0.00 

ATOM 363 2HG GLU A 28 147.899 -5.197 -8.085 1.00 0.00 

ATOM 364 N ASN A 29 146.199 -9.275 -8.850 1.00 0.00 

ATOM 365 CA ASN A 29 146.136 -10.719 -9.040 1.00 0.00 

ATOM 366 C ASN A 29 146.156-11.446 -7.697 1.00 0.00 

ATOM 367 0 ASN A 29 145.239-12.204 -7.3811.00 0.00 

ATOM 368 CB ASN A 29 147.306 -11.191 -9.907 1.00 0.00 

ATOM 369 CG ASN A 29 146.930 -11.306 -11.371 1.00 0.00 

ATOM 370 0D1 ASN A 29 146.786 -12.407 -11.903 1.00 0.00 

ATOM 371 ND2 ASN A 29 146.767 -10.165 -12.032 1.00 0.00 

ATOM 372 H ASN A 29 146.944 -8.773 -9.240 1.00 0.00 

ATOM 373 HA ASN A 29 145.211 -10.947 -9.546 1.00 0.00 

ATOM 374 1HB ASN A 29 148.119 -10.486 -9.819 1.00 0.00 

ATOM 375 2HB ASN A 29 147.635 -12.160 -9.561 1.00 0.00 

ATOM 376 1HD2 ASN A 29 146.898 -9.325 -11.543 1.00 0.00 

ATOM 377 2HD2 ASN A 29 146.524 -10.210 -12.979 1.00 0.00 

ATOM 378 N PRO A 30 147.206 -11.226 -6.887 1.00 0.00 

ATOM 379 CA PRO A 30 147.337 -11.863 -5.575 1.00 0.00 
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ATOM 380 
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PRO A 


ATOM 381 
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PRO A 


ATOM 382 


CB 


PRO A 


ATOM 383 


CG 


PRO A 


ATOM 384 


CD 


PRO A 


ATOM 385 


HA 


PRO A 


ATOM 386 


1HB 


PRO A 


ATOM 387 


2HB 


PRO A 


ATOM 388 


1HG 


PRO A 


ATOM 389 


2HG 


PRO A 


ATOM 390 


1HD 


PRO A 


ATOM 391 


2HD 


PRO A 


ATOM 392 
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PRO A 


ATOM 393 


CA 


PRO A 


ATOM 394 
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PRO A 


ATOM 395 
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PRO A 


ATOM 396 


CB 


PRO A 


ATOM 397 


CG 


PRO A 


ATOM 398 


CD 


PRO A 


ATOM 399 


HA 


PRO A 


ATOM 400 


1HB 


PRO A 


ATOM 401 


2HB 


PRO A 


ATOM 402 


1HG 


PRO A 


ATOM 403 


2HG 


PRO A 


ATOM 404 


1HD 


PRO A 


ATOM 405 


2HD 


PRO A 


ATOM 406 
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PHE A 


ATOM 407 


CA 


PHE A 


ATOM 408 


C 


PHE A 



30 146.420 ■ 
30 146.641 ■ 
30 148.802 ■ 
30 149.156 
30 148.346 
30 147. 149 
30 148.902 
30 149.404 
30 148.897 
30 150.211 
30 148.006 

30 148.927 

31 145.373 
31 144.428 
31 145.065 
31 144.943 
31 143.331 
31 143.999 
31 145.028 
31 144.003 
31 142.960 
31 142.524 
31 144.474 
31 143.276 
31 145.892 

31 144.607 

32 145.746 
32 146.404 
32 145.573 



-11.233 -4.529 1.00 0.00 

-10.098 -4.105 1.00 0.00 

-11.621 -5.217 1.00 0.00 

-10.354 -5.917 1.00 0.00 

-10.336 -7.187 1.00 0.00 

-12.925 -5.631 1.00 0.00 

-11.522 -4.145 1.00 0.00 

-12.446 -5.567 1.00 0.00 

-9.508 -5.296 1.00 0.00 

-10.344 -6.145 1.00 0.00 

-9.335 -7.401 1.00 0.00 

-10.721 -8.009 1.00 0.00 

-11.959 -4.095 1.00 0.00 

-11.455 -3.094 1.00 0.00 

-11.310 -1.717 1.00 0.00 

-12.193 -0.869 1.00 0.00 

-12.523 -3.065 1.00 0.00 

-13.765 -3.541 1.00 0.00 

-13.322 -4.543 1.00 0.00 

-10.507 -3.393 1.00 0.00 

-12.634 -2.057 1.00 0.00 

-12.233 -3.721 1.00 0.00 

-14.268 -2.712 1.00 0.00 

-14.415 -4.011 1.00 0.00 

-13.969 -4.508 1.00 0.00 

-13.306 -5.536 1.00 0.00 

-10.189 -1.501 1.00 0.00 
-9.928 -0.226 1.00 0.00 
-8.975 0.628 1.00 0.00 
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ATOM 42b 




TVD A 

1YK A 


ATAHJT A OH 

ATOM 427 


P A 

LA 


T\7D A 

1YK A 


ATAM >1 OQ 

AlUM 42o 


L 


TVD A 

1YK A 


ATATl/f /I OA 

AlUM 42y 


A 
U 


TVD A 

1YK A 


ATAM A OA 

AlUM 430 


PD 

LB 


TVD A 

1YK A 


AlUM 431 


pp 
LG 


TVD A 

1YK A 


ATATl/T /I OO 

AlUM 432 


PAT 

LD1 


T\7D A 


ATAll/f /I OO 

AlUM 433 


PAO 

U)2 


IiK A 


ATOM 434 


CE1 


TYR A 


ATOM 435 


CE2 


TYR A 


ATOM 436 


CZ 


TYR A 


ATOM 437 


OH 


TYR A 



32 144.568 -8.432 
32 147.798 -9.342 
32 147.825 -8.245 
32 147.160 -7.051 
32 148.516 -8.409 
32 147.184 -6.040 
32 148.543 -7.402 
32 147.875 -6.216 
32 145.807 -9.522 
32 146.501 -10.868 
32 148.168 -8.935 
32 148.460 -10.127 
32 146.618 -6.912 
32 149.038 -9.336 
32 146.660 -5.114 
32 149.085 -7.543 

32 147.895 -5.428 

33 146.003 -8.777 
33 145.297 -7.889 
33 146.273 -6.965 
33 147.259 -7.417 
33 144.502 -8.706 
33 143.206 -9.261 
33 142.351 -8.466 
33 142.838 -10.579 
33 141.165 -8.970 
33 141.655 -11.090 
33 140.822 -10.282 
33 139.643 -10.787 



0.172 1.00 0.00 
-0.457 1.00 0.00 
-1.484 1.00 0.00 
-1.259 1.00 0.00 
-2.674 1.00 0.00 
-2.201 1.00 0.00 
-3.620 1.00 0.00 
-3.383 1.00 0.00 
-2.217 1.00 0.00 

0.295 1.00 0.00 

0.471 1.00 0.00 
-0.791 1.00 0.00 
-0.335 1.00 0.00 
-2.860 1.00 0.00 
-2.014 1.00 0.00 
-4.543 1.00 0.00 
-4.122 1.00 0.00 

1.870 1.00 0.00 

2.789 1.00 0.00 

3.508 1.00 0.00 
4.092 1.00 0.00 
3.809 1.00 0.00 
3.263 1.00 0.00 

2.509 1.00 0.00 
3.501 1.00 0.00 
2.008 1.00 0.00 
3.002 1.00 0.00 
2.257 1.00 0.00 
1.759 1.00 0.00 
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ATOM 438 


H 


TYR A 


OO T A t* Oil 

33 146.811 


r\ OOO 

-9. 238 


ATOM 439 


TT A 

HA 


TYR A 


OO "1 A A T O 

33 144.613 


/-» ooo 

-7. 289 


ATOM 440 


1HB 


TYR A 


oo i ji r i f\ A 

33 145. 104 


o r Orr 

-9. 537 


ATOM 441 


2HB 


TYR A 


OO 1 A A O/* A 

33 144.264 


o orrrr 

-8. 077 


ATOM 442 


HD1 


TYR A 


OO T A O /»00 

33 142.623 


rr yi oo 

-7. 439 


* mAi r j j r\ 

ATOM 443 


HD2 


TYR A 


OO 1 ilO A OO 

33 143.492 - 


T T OAO 

-11.209 


A mAl AT J J J 

ATOM 444 


HE1 


TYR A 


oo i a o r 1 r 

33 140.515 


O OO/* 

-8. 336 


ATOM 445 


HE2 


TYR A 


OO T A T O O /* 

33 141.386 ■ 


to 1 in 

-12. 117 


ATOM 446 


HH 


TYR A 


OO T OO 1™ O A 

33 139.504 - 


TO A r* r7 

-10.457 


ATOM 447 


N 


GLY A 


/-> 1 1 A |— OOO 

34 145.993 


-5. 666 


ATOM 448 


CA 


OT TT A 

GLY A 


Oil T >l /"* OH/* 

34 146.856 


y| /»00 

-4.698 


ATOM 449 


C 


GLY A 


Oil 1 A /* OO/* 

34 146.086 


O f— 1 O 

-3. 512 


ATOM 450 


0 


GLY A 


n i i a a OP7rr 

34 144.877 


O it OO 

-3.403 


ATOM 451 


H 


GLY A 


Oil i i r iOii 

34 145.194 


r* o/» o 

-5. 363 


ATOM 452 


1HA 


GLY A 


a i 4 in Or? A 

34 147.374 


r* t o >i 

-5. 184 


ATOM 453 


2HA 


GLY A 


A i -» M mm P" O O 

34 147.583 


-4.342 


ATOM 454 


N 


TT AT A 

VAL A 


or* t a r* nfiA 

35 146.789 


O f* OO 

-2. 622 


ATOM 455 


CA 


VAL A 


or* i i /* t /* r* 

35 146.165 


1 A OA 

-1.439 


ATOM 456 


C 


VAL A 


or* i A /» nAi 

35 146.791 


O 1 /"* o 

-0. 162 


ATOM 457 


0 


VAL A 


or* i A r*7 ooo 

35 147.999 


-0. 097 


ATOM 458 


CB 


VAL A 


or* i j /» AAn 

35 146.287 


1 il orr 

-1.437 


ATOM 459 


CGI 


TT A T A 

VAL A 


or* -i A rr n A t* 

35 147.746 


1 /l o r* 

-1.405 


ATOM 460 


CG2 


VAL A 


or* T A r" P*00 

35 145.523 


A O /* O 

-0. 263 


ATOM 461 


H 


VAL A 


or* i /I r*7 r*7 r* 1 

35 147.751 


O r7/» /> 

-2. 766 


ATOM 462 


HA 


VAL A 


or* i i r -i i /» 

35 145.116 


t it r* r* 

-1.455 


ATOM 463 


HB 


VAL A 


35 145.847 


-2. 350 


ATOM 464 


1HG1 VAL A 


35 148.023 


-0. 395 


ATOM 465 


2HG1 VAL A 


35 148.367 


-1.745 


ATOM 466 


3HG1 VAL A 


35 147.888 


-2. 052 



2.178 1.00 0.00 
2.208 1.00 0.00 
4.143 1.00 0.00 
4.655 1.00 0.00 
2.316 1.00 0.00 
4.086 1.00 0.00 
1.424 1.00 0.00 
3.198 1.00 0.00 
0.869 1.00 0.00 

3.463 1.00 0.00 
4.115 1.00 0.00 
4.663 1.00 0.00 

4.464 1.00 0.00 
2.983 1.00 0.00 
4.928 1.00 0.00 
3.400 1.00 0.00 
5.357 1.00 0.00 
5.937 1.00 0.00 
5.382 1.00 0.00 
5.159 1.00 0.00 
7.474 1.00 0.00 
7.899 1.00 0.00 
8.071 1.00 0.00 
5.482 1.00 0.00 
5.679 1.00 0.00 
7.849 1.00 0.00 
8.165 1.00 0.00 
7.084 1.00 0.00 
8.752 1.00 0.00 
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ATOM 467 


1HG2 VAL A 


ATOM 468 


2HG2 VAL A 


ATOM 469 


3HG2 VAL A 


ATOM 470 


N 


TTF A 


ATOM 471 


CA 


TLE A 


ATOM 472 


r 


TLE A 


ATOM 473 


o 


TLE A 


ATOM 474 




TLE A 


ATOM 475 


CGI 


ILE A 


ATOM 476 


CG2 


ILE A 


ATOM 477 


CD1 


ILE A 


ATOM 478 


H 


ILE A 


ATOM 479 


HA 


ILE A 


ATOM 480 


HB 


ILE A 


ATOM 481 


1HG1 ILE A 


ATOM 482 


2HG1 


ILE A 


ATOM 483 


1HG2 ILE A 


ATOM 484 


2HG2 ILE A 


ATOM 485 


3HG2 


ILE A 


ATOM 486 


1HD1 


ILE A 


ATOM 487 


2HD1 


ILE A 


ATOM 488 


3HD1 


ILE A 


ATOM 489 


N 


ARG A 


ATOM 490 


CA 


ARG A 


ATOM 491 


C 


ARG A 


ATOM 492 


0 


ARG A 


ATOM 493 


CB 


ARG A 


ATOM 494 


CG 


ARG A 


ATOM 495 


CD 


ARG A 



35 144.502 -0.284 

35 145.989 0.662 

35 145.537 -0.335 

36 145.958 0.852 
36 146.430 2.126 
36 147.393 2.798 
36 147.154 2.821 
36 145.259 3.085 
36 144.203 2.391 
36 145.765 4.346 
36 143.021 3.272 
36 145.006 0.739 
36 146.950 1.932 
36 144.813 3.371 
36 144.657 2.077 
36 143.832 1.522 
36 144.985 5.093 
36 146.045 4.115 
36 146.625 4.726 
36 143.302 4.309 
36 142.203 3.047 

36 142.713 3.089 

37 148.482 3.342 
37 149.482 4.013 
37 149.654 5.467 
37 149.380 6.387 
37 150.821 3.279 
37 150.720 1.790 
37 150.093 1.526 



7.721 1.00 0.00 
7.765 1.00 0.00 
9.148 1.00 0.00 
5.164 1.00 0.00 
4.637 1.00 0.00 
5.611 1.00 0.00 
6.819 1.00 0.00 
4.344 1.00 0.00 
3.480 1.00 0.00 
3.658 1.00 0.00 
3.144 1.00 0.00 
5.363 1.00 0.00 
3.710 1.00 0.00 

5.284 1.00 0.00 

2.552 1.00 0.00 

4.005 1.00 0.00 

3.655 1.00 0.00 

2.640 1.00 0.00 

4.190 1.00 0.00 

3.253 1.00 0.00 

3.812 1.00 0.00 

2.125 1.00 0.00 

5.078 1.00 0.00 

5.901 1.00 0.00 

5.474 1.00 0.00 

6.245 1.00 0.00 

5.811 1.00 0.00 

6.099 1.00 0.00 

7.458 1.00 0.00 

tBiE# 2003-3083148 
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A TV\H t A a 1* 

ATOM 496 


NE 


A "A A A 

ARG A 


AP/ 

37 


"1 P A AAA 

150. 689 


A AP O 

2.353 


A /TVMl I A A P7 

ATOM 497 


cz 


A T» A A 

ARG A 


AP7 

37 


150. 129 


A P P A 

2. 558 


A TVM t AAA 

ATOM 498 


NH1 


A T* A A 

ARG A 


37 


1 J A A/"* A 

148. 963 


"1 AAA 

1.999 


A rr>/\% K AAA 

ATOM 499 


TkTTTA 

NH2 


A T\ A A 

ARG A 


AP7 

37 


i p A r*7 A n 

150. 737 


A AAA 

3.323 


A TV"\> T p" a a 

ATOM 500 


T T 

H 


A T»A A 

ARG A 


Api 

37 


1 A A />ir? 

148. 617 


A A A •% 

3.291 


A fPAl f rAI 

ATOM 501 


TT A 

HA 


AAA A 

ARG A 


AP7 

37 


1 A A "1 O A 

149. 138 


A A A t 

3.991 


ATOM 502 


1HB 


A A A A 

ARG A 


AP7 

37 


t P 1 A A 1 

151. 221 


A A A P 

3.405 


A PP AH A PAO 

ATOM 503 


2HB 


A A A A 

ARG A 


37 


151.507 


A P/-1 A 

3.716 


i/rAU pa A 

ATOM 504 


1 TTA 

1HG 


A AA A 

ARG A 


37 


150. 112 


1.327 


a rrv\* f pap 

ATOM 505 


AT TA 

2HG 


ARG A 


37 


151.712 


1 AAA 

1.362 


ATOM 506 


1HD 


ARG A 


37 149.036 


1.741 


A rpAl k rAn 

ATOM 507 


2HD 


ARG A 


37 


150. 235 


A AAA 

0.486 


a nrvM f p Art 

ATOM 508 


HE 


ARG A 


37 


151.550 


2.778 


A /T\f\% f p a a 

ATOM 509 


1HH1 ARG A 


37 


148.498 


1.422 


A nv\i K P 1 A 

ATOM 510 


2HH1 ARG A 


37 148.547 


A I P A 

2. 158 


ATOM 511 


1HH2 ARG A 


37 


151.617 


A rr A A 

3.746 


a nv\i a p i a 

ATOM 512 


2HH2 ARG A 


37 


150. 318 


A A P7PJ 

3.477 


A rr\Al f p -i A 

ATOM 513 


N 


TRP A 


38 


150. 112 


5.667 


A rnAl f p -i A 

ATOM 514 


CA 


TRP A 


38 


150. 321 


P7 ATI 

7.011 


a nwi f pip 

ATOM 515 


C 


TRP A 


38 


149. 551 


P7 ATA 

7.213 


A rpiAl f p T A 

ATOM 516 


0 


TRP A 


38 


149. 601 


A on A 

6.374 


A TV\» # pin 

ATOM 517 


CB 


TRP A 


38 


151.814 


ff AAA 

7. 269 


A TV\I K P 1 A 

ATOM 518 


CG 


TRP A 


38 


152. 095 


A PAP 

8. 525 


A fTAI A P 1 A 

ATOM 519 


CD1 


TRP A 


38 


152. 313 


a p/p/ a 

9.772 


A PPAX ' P A A 

ATOM 520 


CD2 


TRP A 


38 


152. 181 


A f* P P 

8.655 


ATOM 521 


NE1 


TRP A 


38 152.531 


10.669 


ATOM 522 


CE2 


TRP A 


38 


152.455 


10. 006 


ATOM 523 


CE3 


TRP A 


38 


152. 055 


7.758 


ATOM 524 


CZ2 


TRP A 


38 


152. 603 


10.481 



8.506 1.00 0.00 
9.696 1.00 0.00 
9.993 1.00 0.00 
10.591 1.00 0.00 
4.109 1.00 0.00 
6.924 1.00 0.00 
4.816 1.00 0.00 
6.522 1.00 0.00 
5.337 1.00 0.00 
6.079 1.00 0.00 
7.401 1.00 0.00 
7.710 1.00 0.00 
8.311 1.00 0.00 
9.322 1.00 0.00 
10.889 1.00 0.00 
10.372 1.00 0.00 
11.485 1.00 0.00 
4.242 1.00 0.00 
3.714 1.00 0.00 
2.412 1.00 0.00 
1.511 1.00 0.00 
3.486 1.00 0.00 
2.714 1.00 0.00 
3.226 1.00 0.00 
1.290 1.00 0.00 
2.207 1.00 0.00 
1.009 1.00 0.00 
0.225 1.00 0.00 
-0.292 1.00 0.00 
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ATOM 525 


LZrO 


TOT) A 

IKr A 


oo 

38 


1 CO OAO 

152. 202 


O OQA 

5. £OU 


A10M oZb 




TDD A 

IKr A 


oo 

38 


ICO A HA 

152.474 


A CQ1 

9. 5ol 


ATAIWf cor7 

AIuM 527 


TT 

n 


TDD A 

IKr A 


oo 

38 


1 ETA Ol O 

150. 313 


A QOC 

4. o9o 


ATAM coo 

ARM 528 


TJA 

HA 


TDD A 

IKr A 


oo 

38 


1 yjfk ACO 

149. 952 


n Tl c 
7. / 15 


ATAM COQ 

AluM 529 


Inn 


TDD A 

IKr A 


oo 
38 


ICO OAA 

152. 309 


H QCA 
/ . OOU 


ataim con 
AIUM 530 


ZhD 


TDD A 

IKr A 


oo 
oo 


1 CO OOC 

152. 23b 


c A QQ 

b. 4oy 


A TAM COT 

ATOM 531 


urn 
nUl 


TDD A 

IKr A 


oo 
oo 


ICO O 1 O 

152. 312 


1 A AAC 

10. UUb 


A TAUT COO 

ATOM 532 


TTT? 1 

nEl 


TDD A 

IKr A 


oo 
oo 


i co m t 

152. 711 


1 1 COC 

11. b25 


ATAM COO 

ATOM 533 


T_n?o 


TDD A 

IKr A 


oo 
oo 


1 C 1 O A C 

151. 845 


b. / 13 


atam CO>! 

ATOM 534 


HZ2 


TDT1 A 

IKr A 


oo 

38 


T CO OAA 

152. 809 


T 1 COI 

11. 521 


ATOM 535 


HZ3 


TDD A 

IKr A 


oo 

38 


1 CO 1 AO 

152. 108 


H CCO 

/ . 552 


ATYYfcf CO/* 

ATOM 536 


TTTTO 

HH2 


TDD A 

IKr A 


oo 
38 


1 CO coo 

152. 582 


A AAC 

9. 90b 


ATYMlJf COT 

ATOM 537 


N 


TT T? A 

ILE A 


OA 

39 


1 A O OCA 

148. 850 


Q 007 

8. 337 


ATAUff COO 

ATOM 538 


P A 

OA 


TT T? A 
ILE A 


OA 

39 


1 A O f\HO 

148. 078 


Q CCA 

o. bb4 


ATATUT COf\ 

ATOM 539 




TT T? A 

ILE A 


OA 

39 


1 A O A AO 

148. 492 


1 A AO/t 

10. 024 


ATOM 540 


0 


TT "17 A 

ILE A 


39 


1 AO 1 CA 

148. 159 


1 1 ACO 

11. 0b2 


A TAHJT C /I 1 

ATOM 541 


LB 


TT T> A 

ILE A 


OA 

39 


1 A d CCC 

146. 566 


O CHC\ 

8. b79 


ATOM 542 


CGI 


Tl 17 A 

ILE A 


OA 

39 


1 A (1 TCI 

146. 151 


h one 

7. 396 


A OWL* C >l O 

ATOM 543 


CG2 


TT T? A 

ILE A 


OA 

39 


i a c hhh 

145. 777 


O OA A 

o. 844 


ATAlif C A A 

ATOM 544 


LD1 


TT T? A 

ILE A 


OA 

39 


1 A A CAT 

144. 691 


H OH1 

(.5(1 


ATAllJl C A C 

ATOM 545 


H 


ILE A 


OA 

39 


1 A Q OCA 

14o. 859 


Q ACQ 

o. 9bo 


ATAM C A tl 

ATOM 546 


HA 


ILE A 


OA 

39 


1 A Q OTC 

148. 2/0 


H <\(\H 

1 . 9U/ 


ATAlUf C A >7 

ATOM 547 


HB 


ILE A 


OA 

39 


i a a oco 
14b. 353 


9. 52b 


ATTVfcf C A O 

ATOM 548 


1HG1 ILE A 


OA 

39 


1A1Z OOA 

14b. 334 


c cci 
b. 551 


ATAM tZ Ad 

ATOM 549 


2HG1 ILE A 


OA 

39 


1 A CL HA O 

14b. /42 


H OAA 

7. 290 


ATOM 550 


1HG2 ILE A 


39 


144. 765 


8.499 


ATOM 551 


2HG2 ILE A 


39 


146. 242 


8.264 


ATOM 552 


3HG2 ILE A 


39 


145.764 


9.886 


ATOM 553 


1HD1 ILE A 


39 


144. 182 


8.211 



-1.066 1.00 0.00 
-1.315 1.00 0.00 
3.674 1.00 0.00 
4.446 1.00 0.00 
4.443 1.00 0.00 
2.938 1.00 0.00 
4.280 1.00 0.00 
2.319 1.00 0.00 
0.397 1.00 0.00 
-0.501 1.00 0.00 
-1.900 1.00 0.00 
-2.340 1.00 0.00 
2.318 1.00 0.00 
1.126 1.00 0.00 
0.575 1.00 0.00 
1.146 1.00 0.00 
1.420 1.00 0.00 
2.143 1.00 0.00 
0.129 1.00 0.00 
2.539 1.00 0.00 
3.067 1.00 0.00 
0.380 1.00 0.00 
2.053 1.00 0.00 
1.496 1.00 0.00 
3.041 1.00 0.00 
0.279 1.00 0.00 
-0.654 1.00 0.00 
-0.154 1.00 0.00 
2.090 1.00 0.00 
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ATOM 554 


2HD1 


TT T? A 

ILE A 


ATOM 555 


3HD1 


TT T? A 

ILE A 


ATOM 556 


XT 

N 


GLY A 


ATOM 557 


O A 

CA 


/-\J TT A 

GLY A 


ATOM 558 


c 


GLY A 


A TAH / r* P* O 

ATOM 559 


0 


/~\T XT A 

GLY A 


ATOM 560 


TT 

H 


/-IT TT A 

GLY A 


ATOM 561 


1 TT A 

1HA 


OT XT A 

GLY A 


ATOM 562 


ATT A 

2HA 


OT XT A 

GLY A 


ATOM 563 


XT 

N 


HT XT A 

GLN A 


ATOM 564 


r\ a 

CA 


OT VI A 

GLN A 


ATOM 565 


C 


GLN A 


ATOM 566 


0 


GLN A 


ATOM 567 


CB 


OT XT A 

GLN A 


ATOM 568 


CG 


OT XT A 

GLN A 


ATOM 569 


OT\ 

CD 


OT XT A 

GLN A 


ATOM 570 


0E1 


OT XT A 

GLN A 


ATOM 571 


NE2 


OT XT A 

GLN A 


ATOM 572 


TT 

H 


OT XT A 

GLN A 


ATOM 573 


TT A 

HA 


OT XT A 

GLN A 


ATOM 574 


1HB 


OT XT A 

GLN A 


ATOM 575 


2HB 


GLN A 


ATOM 576 


1HG 


GLN A 


ATOM 577 


2HG 


GLN A 


ATOM 578 


1HE2 GLN A 


ATOM 579 


2HE2 GLN A 


ATOM 580 


N 


PRO A 


ATOM 581 


CA 


PRO A 


ATOM 582 


C 


PRO A 



39 144.608 7.431 

39 144.241 6.451 

40 149.226 10.012 
40 149.678 11.253 
40 150.185 11.072 
40 150.020 10.007 
40 149.467 9.155 
40 148.858 11.955 

40 150.474 11.659 

41 150.799 12.118 
41 151.332 12.082 
41 152.794 12.528 
41 153.100 13.680 
41 150.498 12.981 
41 149.001 12.756 
41 148.213 14.050 
41 148.200 14.818 
41 147.549 14.296 
41 150.896 12.939 
41 151.268 11.065 
41 150.707 14.011 
41 150.782 12.797 
41 148.673 12.124 
41 148.803 12.265 
41 147.606 13.638 

41 147.032 15.126 

42 153.720 11.620 
42 155.153 11.933 
42 155.457 13.100 



3.614 1.00 0.00 

2.194 1.00 0.00 
-0.532 1.00 0.00 
-1.131 1.00 0.00 
-2.546 1.00 0.00 
-3.142 1.00 0.00 
-0.943 1.00 0.00 
-1.141 1.00 0.00 
-0.526 1.00 0.00 
-3.087 1.00 0.00 
-4.441 1.00 0.00 
-4.460 1.00 0.00 
-4.154 1.00 0.00 
-5.353 1.00 0.00 
-5.223 1.00 0.00 

-5.269 1.00 0.00 

-4.307 1.00 0.00 

-6.391 1.00 0.00 

-2.561 1.00 0.00 

-4.798 1.00 0.00 

-5.111 1.00 0.00 

-6.377 1.00 0.00 

-6.034 1.00 0.00 

-4.282 1.00 0.00 

-7.115 1.00 0.00 

-6.451 1.00 0.00 

-4.817 1.00 0.00 

-4.868 1.00 0.00 

-5.803 1.00 0.00 
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ATOM 583 


0 


PRO A 


ATOM 584 


CB 


PRO A 


ATOM 585 


CG 


PRO A 


ATOM 586 


CD 


PRO A 


ATOM 587 


HA 


PRO A 


ATOM 588 


1HB 


PRO A 


ATOM 589 


2HB 


PRO A 


ATOM 590 


1HG 


PRO A 


ATOM 591 


2HG 


PRO A 


ATOM 592 


1HD 


PRO A 


ATOM 593 


2HD 


PRO A 


ATOM 594 


N 


PRO A 


ATOM 595 


CA. 


PRO A 


ATOM 596 


C 


PRO A 


ATOM 597 


0 


PRO A 


ATOM 598 


CB 


PRO A 


ATOM 599 


CG 


PRO A 


ATOM 600 


CD 


PRO A 


ATOM 601 


HA 


PRO A 


ATOM 602 


1HB 


PRO A 


ATOM 603 


2HB 


PRO A 


ATOM 604 


1HG 


PRO A 


ATOM 605 


2HG 


PRO A 


ATOM 606 


1HD 


PRO A 


ATOM 607 


2HD 


PRO A 


ATOM 608 


N 


GLY A 


ATOM 609 


CA 


GLY A 


ATOM 610 


C 


GLY A 


ATOM 611 


0 


GLY A 



42 154.658 13.428 

42 155.789 10.645 

42 154.802 9.575 

42 153.453 10.221 

42 155.544 12.152 

42 155.950 10.733 

42 156.731 10.472 

42 154.894 8.767 

42 154.961 9.213 

42 153.088 10.159 

42 152.754 9.763 

43 156.621 13.746 
43 157.028 14.881 
43 157.418 14.454 
43 158.590 14.200 
43 158.241 15.445 
43 158.803 14.285 
43 157.630 13.420 
43 156.254 15.632 
43 158.948 15.836 
43 157.926 16.230 
43 159.487 13.738 
43 159.311 14.631 
43 157.903 12.376 

43 157.273 13.673 

44 156.432 14.379 
44 156.696 13.984 
44 155.463 13.450 
44 155.131 13.883 



-6.681 1.00 0.00 
-5.399 1.00 0.00 
-5.083 1.00 0.00 
-5.197 1.00 0.00 
-3.885 1.00 0.00 
-6.465 1.00 0.00 
-4.900 1.00 0.00 
-5.794 1.00 0.00 
-4.078 1.00 0.00 
-6.213 1.00 0.00 
-4.513 1.00 0.00 
-5.625 1.00 0.00 

-6.457 1.00 0.00 

-7.866 1.00 0.00 

-8.146 1.00 0.00 

-5.719 1.00 0.00 

-4.973 1.00 0.00 

-4.600 1.00 0.00 

-6.510 1.00 0.00 

-6.435 1.00 0.00 

-5.048 1.00 0.00 

-5.607 1.00 0.00 

-4.085 1.00 0.00 

-4.647 1.00 0.00 

-3.614 1.00 0.00 

-8.752 1.00 0.00 
-10.122 1.00 0.00 
-10.820 1.00 0.00 
-11.924 1.00 0.00 
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ATOM 612 
ATOM 613 
ATOM 614 
ATOM 615 
ATOM 616 
ATOM 617 
ATOM 618 
ATOM 619 
ATOM 620 
ATOM 621 
ATOM 622 
ATOM 623 
ATOM 624 
ATOM 625 
ATOM 626 
ATOM 627 
ATOM 628 
ATOM 629 
ATOM 630 
ATOM 631 
ATOM 632 
ATOM 633 
ATOM 634 
ATOM 635 
ATOM 636 
ATOM 637 
ATOM 638 
ATOM 639 
ATOM 640 



H GLY A 
1HA GLY A 
2HA GLY A 
N LEU A 
CA LEU A 
C LEU A 
0 LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N ASN A 



CA 
C 
0 
CB 



ASN A 
ASN A 
ASN A 
ASN A 
CG ASN A 
0D1 ASN A 



44 155.517 
44 157.062 

44 157.457 

45 154.782 
45 153.577 
45 152.383 
45 152.330 
45 153.789 
45 154.407 
45 154.115 
45 155.907 
45 155.095 
45 153.380 
45 152.830 
45 154.434 
45 153.966 
45 155.036 
45 153.438 
45 153.663 
45 156.426 
45 156.125 

45 156.236 

46 151.424 
46 150.235 
46 149.317 
46 148.674 
46 149.488 
46 148.414 
46 147.337 



14.595 -8.473 1.00 0.00 
14.839 -10.667 1.00 0.00 
13.216 -10.121 1.00 0.00 
12.507 -10.178 1.00 0.00 
11.916 -10.749 1.00 0.00 
12.121 -9.826 1.00 0.00 
11.557 -8.733 1.00 0.00 
10.422 -11.006 1.00 0.00 
9.647 -9.841 1.00 0.00 
8.159 -9.974 1.00 0.00 
9.898 -9.771 1.00 0.00 
12.205 -9.298 1.00 0.00 
12.409 -11.690 1.00 0.00 
9.980 -11.238 1.00 0.00 
10.314 -11.865 1.00 0.00 
9.991 -8.916 1.00 0.00 
7.624 -10.154 1.00 0.00 
7.995 -10.800 1.00 0.00 
7.798 -9.062 1.00 0.00 
8.959 -9.648 1.00 0.00 
10.542 -8.932 1.00 0.00 
10.374 -10.684 1.00 0.00 
12.927 -10.269 1.00 0.00 
13.193 -9.470 1.00 0.00 
11.976 -9.459 1.00 0.00 
11.660 -10.460 1.00 0.00 
14.408 -10.023 1.00 0.00 
14.909 -9.078 1.00 0.00 
14.320 -8.976 1.00 0.00 
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ATOM 641 


ND2 


ASN A 


A m/M t /* A A 

ATOM 642 


TT 

H 


A r»\T A 

ASN A 


A m/M K f* A A 

ATOM 643 


TT A 

HA 


A AXT A 

ASN A 


A rrVML X A A A 

ATOM 644 


i T*m 

1HB 


A OXT A 

ASN A 


ATOM 645 


m TTi 

2HB 


A AM A 

ASN A 


ATOM 646 


1HD2 


A OM A 

ASN A 


ATOM 647 


2HD2 


A OM A 

ASN A 


ATOM 648 


N 


r*T TT A 

GLU A 


a n>Ai t f* A A 

ATOM 649 


CA 


AT TT A 

GLU A 


ATOM 650 


C 


AT TT A 

,GLU A 


a /n AT t /"* r~ i 

ATOM 651 


0 


AT TT A 

GLU A 


ATOM 652 


ATI 

CB 


AT TT A 

GLU A 


ATOM 653 


A A 

CG 


AT TT A 

GLU A 


ATOM 654 


AT\ 

CD 


AT TT A 

GLU A 


ATOM 655 


0E1 


AT TT A 

GLU A 


A /thai r r* r* r* 

ATOM 656 


0E2 


AT TT A 

GLU A 


ATOM 657 


TT 

H 


AT TT A 

GLU A 


ATOM 658 


TT A 

HA 


AT TT A 

GLU A 


ATOM 659 


1 TTTl 

1HB 


AT TT A 

GLU A 


ATOM 660 


at m 

2HB 


AT TT A 

GLU A 


ATOM 661 


1 TTA 

1HG 


AT T T A 

GLU A 


ATOM 662 


ATT A 

2HG 


AT TT A 

GLU A 


ATOM 663 


XT 

N 


TT A T A 

VAL A 


ATOM 664 


A A 

CA 


TT AT A 

VAL A 


ATOM 665 


A 

c 


TT A T A 

VAL A 


ATOM 666 


0 


VAL A 


ATOM 667 


CB 


VAL A 


ATOM 668 


CGI 


VAL A 


ATOM 669 


CG2 


VAL A 



46 148.701 
46 151.517 
46 150.552 
46 150.192 
46 149.022 
46 149.578 

46 148.024 

47 149.262 
47 148.424 
47 148.293 
47 149.290 
47 149.005 
47 150.523 
47 151.092 
47 151.464 
47 151.164 
47 149.799 
47 147.445 
47 148.602 
47 148.709 
47 150.931 

47 150.820 

48 147.064 
48 146.817 
48 147.192 
48 146.430 
48 145.342 
48 145.152 
48 144.869 



16.002 -8.381 1.00 0.00 
13.350 -11.148 1.00 0.00 
13.403 -8.459 1.00 0.00 
15.210 -10.193 1.00 0.00 
14.140 -10.960 1.00 0.00 
16.418 -8.513 1.00 0.00 
16.347 -7.762 1.00 0.00 
11.298 -8.318 1.00 0.00 
10.115 -8.169 1.00 0.00 
9.726 -6.701 1.00 0.00 
9.450 -6.033 1.00 0.00 
8.945 -8.967 1.00 0.00 
8.861 -8.914 1.00 0.00 
7.924 -9.962 1.00 0.00 
6.787 -9.603 1.00 0.00 
8.328 -11.142 1.00 0.00 
11.601 -7.558 1.00 0.00 
10.351 -8.555 1.00 0.00 
8.022 -8.577 1.00 0.00 
9.048 -10.001 1.00 0.00 
9.847 -9.076 1.00 0.00 
8.507 -7.938 1.00 0.00 
9.696 -6.203 1.00 0.00 
9.330 -4.815 1.00 0.00 
7.874 -4.570 1.00 0.00 
6.963 -4.895 1.00 0.00 
9.544 -4.426 1.00 0.00 
9.357 -2.928 1.00 0.00 
10.922 -4.863 1.00 0.00 
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A 'PAH K fl ^7A 

ATOM 670 


H 


VAL A 


A O 

48 


i A r oait 

146.305 


A AT O 

9. 918 


ATOM 671 


HA 


VAL A 


A O 

48 


147. 433 


A A/* 1 

9-961 


Af*AHJf C70 

ATOM 672 


HB 


VAL A 


48 


144. 745 


O O AO 

8. 803 


atymi* a no 

ATOM 673 


1HG1 VAL A 


48 


144.216 


A O AO 

9. 803 


ATAM m A 

ATOM 674 


2HG1 VAL A 


48 


145. 964 


A OOO 

9.833 


atwut (inn. 

ATOM 675 


3HG1 VAL A 


48 145.140 


O O AO 

8. 302 


ATOM 676 


1HG2 VAL A 


48 145.632 


11. 653 


ATOM 677 


2HG2 VAL A 


48 


143.961 


11. 174 


ATOM 678 


3HG2 


VAL A 


48 


144.681 


10. 918 


ATOM 679 


N 


LEU A 


49 


148. 373 


7.660 


ATOM 680 


CA 


LEU A 


49 


148. 852 


f* O 1 o 

6. 313 


ATOM 681 


C 


LEU A 


49 


148. 792 


6.021 


ATOM 682 


0 


LEU A 


49 


149. 500 


6. 641 


ATOM 683 


CB 


LEU A 


49 150.283 


6. 140 


ATOM 684 


CG 


LEU A 


49 


150.454 


6.288 


ATOM 685 


CD1 


LEU A 


49 


151.838 


f* OOO 

6. 822 


ATOM 686 


CD2 


LEU A 


49 


150. 214 


4.956 


ATOM 687 


H 


LEU A 


49 


148. 937 


O A Of 

8.425 


ATOM 688 


HA 


LEU A 


49 


148. 208 


5. 617 


ATOM 689 


1HB 


LEU A 


49 


150. 907 


/> or70 

6. 878 


ATVMlf f\f\ 

ATOM 690 


2KB 


LEU A 


49 


150. 629 


5. 158 


ATOM 691 


HG 


LEU A 


49 


149. 726 


6.995 


ATOM 692 


1HD1 LEU A 


49 


151.800 


7.900 


A TAUT rAO 

ATOM 693 


2HD1 


LEU A 


49 


152. 169 


/* A AO 

6.408 


A TVMl f /■* A il 

ATOM 694 


3HD1 LEU A 


49 


152. 530 


/* C A A 

6.540 


ATOM 695 


1HD2 LEU A 


49 


149. 181 


4.891 


ATOM 696 


2HD2 LEU A 


49 150.438 


4.149 


ATOM 697 


3HD2 LEU A 


49 


150. 854 


4.882 


ATOM 698 


N 


ALA A 


50 


147.943 


5.072 



-6.782 1.00 0.00 
-4.188 1.00 0.00 
-4.936 1.00 0.00 
-2.627 1.00 0.00 
-2.401 1.00 0.00 
-2.696 1.00 0.00 
-4. 636 1. 00 0. 00 
-4.337 1.00 0.00 
-5.926 1.00 0.00 
-4.000 1.00 0.00 
-3.717 1.00 0.00 
-2.223 1.00 0.00 
-1.431 1.00 0.00 
-4.227 1.00 0.00 
-5.740 1.00 0.00 
-6.071 1.00 0.00 
-6.434 1.00 0.00 
-3.765 1.00 0.00 
-4.234 1.00 0.00 
-3.741 1.00 0.00 
-3.942 1.00 0.00 
-6.111 1.00 0.00 
-6.146 1.00 0.00 
-7.012 1.00 0.00 
-5.290 1.00 0.00 
-6.742 1.00 0.00 
-5.751 1.00 0.00 
-7.301 1.00 0.00 
-1.846 1.00 0.00 
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ATOM 699 


CA 


ATA A 

ALA A 


ATOM 700 


C 


ATA A 

ALA A 


AlUM 701 


A 

0 


AT A A 

ALA A 


A rpr\\ir 17 AO 


CB 


ATA A 

ALA A 


AlUM 70o 


TT 

H 


AT A A 

ALA A 


ATOM 704 


TT A 

HA 


AT A A 

ALA A 


ARM 705 


1 TTD 

1HB 


AT A A 

ALA A 


ATOM 706 


OUT) 

2HB 


AT A A 

ALA A 


ATYMUT H(\H 

ATOM 707 


3HB 


AT A A 

ALA A 


ATOM 708 


N 


PT XT A 

GLY A 


ATOM 709 


LA 


r*T V A 

GLY A 


ATOM 710 


C 


r*T XT A 

GLY A 


ATOM 711 


A 

0 


PT V A 

GLY A 


ATOM 712 


TT 

H 


GLY A 


ATOM 713 


T TT A 

1HA 


r*T \7" A 

GLY A 


ATOM 714 


OTT A 

2HA 


y>T \T A 

GLY A 


ATOM 715 


N 


T T7TT A 

LEU A 


ATOM 716 


a 

CA 


T T?TT A 

LEU A 


ATOM 717 


c 


T T7TT A 

LEU A 


ATYMUT (710 

ATOM 718 


0 


T T?TT A 

LEU A 


ATOM 719 


CB 


T T?TT A 

LEU A 


A TWA* HOA 

ATOM 720 


CG 


T T?TT A 

LEU A 


ATOM 721 


CD1 


T T»TT A 

LEU A 


atymut 1700 

ATOM 722 


CD2 


T T?TT A 

LEU A 


atvmijt aoo 

ATOM 723 


TT 

H 


T TMT A 

LEU A 


ATOM 724 


HA 


LEU A 


ATOM 725 


1HB 


LEU A 


ATOM 726 


2HB 


LEU A 


ATOM 727 


HG 


LEU A 



50 147.794 4.702 

50 148.728 3.553 

50 148.587 2.440 

50 146.350 4.325 

50 147.405 4.613 

50 148.047 5.565 

50 145.908 3.878 

50 145.795 5.211 

50 146.321 3.620 

51 149.682 3.830 
51 150.625 2.809 
51 149.976 1.735 
51 149.657 1.965 
51 149.746 4.734 
51 151.052 2.348 

51 151.414 3.275 

52 149.779 0.557 
52 149.164 -0.556 
52 150.224 -1.465 
52 151.150 -1.902 
52 148.265 -1.358 
52 147.001 -0.634 
52 146.360 -1.372 
52 146.016 -0.493 
52 150.054 0.434 
52 148.559 -0.145 
52 148.844 -1.626 
52 147.968 -2.266 
52 147.265 0.358 



0.446 1.00 0.00 
•0.081 1.00 0.00 
0.588 1.00 0.00 
-0.152 1.00 0.00 
-2.524 1.00 0.00 
0.151 1.00 0.00 
-1.029 1.00 0.00 
0.119 1.00 0.00 
0.666 1.00 0.00 

0.801 1.00 0.00 

1.219 1.00 0.00 

2.070 1.00 0.00 

3.236 1.00 0.00 

1.173 1.00 0.00 

0.341 1.00 0.00 

1.789 1.00 0.00 

1.485 1.00 0.00 

2.198 1.00 0.00 

2. 808 1.00 0.00 

2.125 1.00 0.00 

1.256 1.00 0.00 

0.792 1.00 0.00 
-0.373 1.00 0.00 

1.943 1.00 0.00 

0.553 1.00 0.00 

2.994 1.00 0.00 

0.383 1.00 0.00 

1.761 1.00 0.00 

0.453 1.00 0.00 

miE# 2003-3083148 



#M 2002-236129 



^-v: 122/ 



ATOM 728 
ATOM 729 
ATOM 730 
ATOM 731 
ATOM 732 
ATOM 733 
ATOM 734 
ATOM 735 
ATOM 736 
ATOM 737 
ATOM 738 
ATOM 739 
ATOM 740 
ATOM 741 
ATOM 742 
ATOM 743 
ATOM 744 
ATOM 745 
ATOM 746 
ATOM 747 
ATOM 748 
ATOM 749 
ATOM 750 
ATOM 751 
ATOM 752 
ATOM 753 
ATOM 754 
ATOM 755 
ATOM 756 



1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLU A 
CA GLU A 
C GLU A 
0 GLU A 
CB GLU A 
CG GLU A 
CD GLU A 
0E1 GLU A 
0E2 GLU A 
H GLU A 
HA GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 
N LEU A 



0 



CA LEU A 

C LEU A 
LEU A 

CB LEU A 

CG LEU A 

CD1 LEU A 

CD2 LEU A 



52 146.068 
52 147.069 
52 145.488 
52 145.198 
52 146.517 

52 145.633 

53 150.082 
53 151.027 
53 150.520 
53 149.535 
53 151.266 
53 152.268 
53 151.835 
53 151.291 
53 152.041 
53 149.323 
53 151.961 
53 151.633 
53 150.327 
53 152.382 

53 153.217 

54 151.200 
54 150.817 
54 151.111 
54 152.156 
54 151.558 
54 151.517 
54 152.750 
54 150.250 



-2.362 ■ 
-1.448 • 
-0.829 
0.145 
-0. 057 
-1.467 
-1.748 
-2. 607 
-4.044 
-4. 340 
-2.085 
-2.908 
-3. 131 
-4.216 
-2. 220 
-1.370 
-2. 587 
-1.071 
-2.087 
-3. 870 
-2. 393 
-4. 933 
-6. 340 
-7. 016 
-6.782 
-7. 064 
-6. 362 
-6.710 
-6.737 



-0.055 1.00 0.00 
-1.184 1.00 0.00 
-0.707 1.00 0.00 
1.641 1.00 0.00 
2.794 1.00 0.00 
2.211 1.00 0.00 
4. 100 1. 00 0. 00 
4.802 1.00 0.00 
4.856 1.00 0.00 
5.532 1.00 0.00 
6.221 1.00 0.00 
7.013 1.00 0.00 
8.448 1.00 0.00 
8.744 1.00 0.00 
9.279 1.00 0.00 
4.591 1.00 0.00 
4.259 1.00 0.00 
6.162 1.00 0.00 
6.756 1.00 0.00 
6.534 1.00 0.00 
7.013 1.00 0.00 
4.139 1.00 0.00 
4.105 1.00 0.00 
5.440 1.00 0.00 
6.049 1.00 0.00 
2.979 1.00 0.00 
1.621 1.00 0.00 
0.802 1.00 0.00 
0.867 1.00 0.00 
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ATOM 757 H LEU A 54 151.976 -4.637 3.6211.00 0.00 

ATOM 758 HA LEU A 54 149.755 -6.390 3.916 1.00 0.00 

ATOM 759 1HB LEU A 54 152.592 -7.178 3.272 1.00 0.00 

ATOM 760 2HB LEU A 54 151.123 -8.046 2.864 1.00 0.00 

ATOM 761 HG LEU A 54 151.510 -5.293 1.776 1.00 0.00 

ATOM 762 1HD1 LEU A 54 152.593 -6.419 -0.226 1.00 0.00 

ATOM 763 2HD1 LEU A 54 152.926 -7.775 0.853 1.00 0.00 

ATOM 764 3HD1 LEU A 54 153.605 -6.184 1.199 1.00 0.00 

ATOM 765 1HD2 LEU A 54 150.238 -7.803 0.6911.00 0.00 



ATOM 766 


2HD2 LEU A 


54 


150. 227 


-6.216 


-0.080 1.00 0.00 


ATOM 767 


3HD2 LEU A 


54 


149.386 


-6.459 


1.452 1.00 0.00 


ATOM 768 


N 


GLU A 


55 


150. 185 


-7.857 


5.890 1.00 0.00 


ATOM 769 


CA 


r*T TT A 

GLU A 


55 


150. 346 


-8. 568 


7.153 1.00 0.00 


ATOM 770 


C 


GLU A 


55 


151.400 


-9. 662 


7.031 1.00 0.00 


ATOM 771 


0 


GLU A 


55 


152.098 


-9. 977 


7.995 1.00 0.00 


ATOM 772 


CB 


GLU A 


55 


149. 013 


-9. 174 


7.594 1.00 0.00 


ATOM 773 


CG 


GLU A 


55 


148. 076 


-8. 172 


8.249 1.00 0.00 


ATOM 774 


CD 


GLU A 


55 


146. 632 


-8. 363 


7.827 1.00 0.00 


ATOM 775 


0E1 


GLU A 


55 


145.767 


-8. 503 


8.717 1.00 0.00 


ATOM 776 


0E2 


GLU A 


55 


146.366 


-8. 371 


6.606 1.00 0.00 


ATOM 777 


H 


GLU A 


55 149.374 


-8. 002 


5.359 1.00 0.00 


ATOM 778 


HA 


GLU A 


55 


150. 670 


-7. 853 


7.895 1.00 0.00 


ATOM 779 


1HB 


GLU A 


55 


148. 515 


-9. 588 


6.730 1.00 0.00 


ATOM 780 


2HB 


GLU A 


55 


149. 207 


-9. 967 


8.301 1.00 0.00 


ATOM 781 


1HG 


GLU A 


55 


148. 139 


-8. 286 


9.321 1.00 0.00 


ATOM 782 


2HG 


GLU A 


55 


148.387 


-7. 174 


7.974 1.00 0.00 


ATOM 783 


N 


ASP A 


56 


151.511 


-10. 239 


5.839 1.00 0.00 


ATOM 784 


CA 


ASP A 


56 


152.481 


-11.300 


5.590 1.00 0.00 


ATOM 785 


C 


ASP A 


56 


153.770 


-10.732 


5.004 1.00 0.00 
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ATOM 786 
ATOM 787 
ATOM 788 
ATOM 789 
ATOM 790 
ATOM 791 
ATOM 792 
ATOM 793 
ATOM 794 
ATOM 795 
ATOM 796 
ATOM 797 
ATOM 798 
ATOM 799 
ATOM 800 
ATOM 801 
ATOM 802 
ATOM 803 
ATOM 804 
ATOM 805 
ATOM 806 
ATOM 807 
ATOM 808 
ATOM 809 
ATOM 810 
ATOM 811 
ATOM 812 
ATOM 813 
ATOM 814 



0 ASP A 

CB ASP A 

CG ASP A 

0D1 ASP A 

0D2 ASP A 

H ASP A 

HA ASP A 

1HB ASP A 

2HB ASP A 

N GLU A 



CA 

C 

0 

CB 
CG 
CD 



GLU A 
GLU A 
GLU A 
GLU A 
GLU A 
GLU A 
0E1 GLU A 
0E2 GLU A 
H GLU A 
HA GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 
N CYS A 



CA 
C 
0 
CB 



CYS A 
CYS A 
CYS A 
CYS A 



56 153.744 
56 151.893 
56 151.185 
56 151.383 
56 150.434 
56 150.927 
56 152.707 
56 151.181 

56 152.688 

57 154.895 
57 156. 194 
57 156.577 
57 157.029 
57 157.267 
57 157.447 
57 158.872 
57 159.805 
57 159.056 
57 154.851 
57 156.121 
57 156.996 
57 158.211 
57 157.181 

57 156.793 

58 156.395 
58 156.722 
58 158.004 
58 158.094 
58 155.570 



-10.008 
-12.345 
-13.464 
-14. 640 
-13. 164 
-9.945 
-11.770 
-11.867 
-12.775 
-11.065 
-10.588 
-11.245 
-12.390 
-10. 870 
-9.740 
-9. 634 
-9.697 
-9.488 
-11.645 
-9. 522 
-11. 764 
-11.035 
-8.809 
-9.914 
-10.513 
-11.025 
-10. 389 
-9. 169 
-10. 760 



4.008 1.00 0.00 
4.642 1.00 0.00 
5.381 1.00 0.00 

5.009 1.00 0.00 
6.333 1.00 0.00 
5.109 1.00 0.00 
6.535 1.00 0.00 
3.985 1.00 0.00 
4.051 1.00 0.00 
5.626 1.00 0.00 
5.166 1.00 0.00 
3.845 1.00 0.00 
3.817 1.00 0.00 

6.220 1.00 0.00 

7.221 1.00 0.00 
7.728 1.00 0.00 
6.900 1.00 0.00 
8.955 1.00 0.00 
6.416 1.00 0.00 
5.016 1.00 0.00 
6.763 1.00 0.00 
5.721 1.00 0.00 
6.746 1.00 0.00 
8.062 1.00 0.00 
2.750 1.00 0.00 
1.425 1.00 0.00 
0.898 1.00 0.00 
0.762 1.00 0.00 
0.454 1.00 0.00 
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ATOM 815 


SG 


CYS A 


ATOM 816 


H 


CYS A 


ATOM 817 


HA 


CYS A 


ATOM 818 


1HB 


CYS A 


ATOM 819 


2HB 


CYS A 


ATOM 820 


HG 


CYS A 


ATOM 821 


N 


ALA A 


ATOM 822 


CA 


ALA A 


ATOM 823 


C 


ALA A 


ATOM 824 


0 


ALA A 


ATOM 825 


CB 


ALA A 


ATOM 826 


H 


ALA A 


ATOM 827 


HA 


ALA A 


ATOM 828 


1HB 


ALA A 


ATOM 829 


2HB 


ALA A 


ATOM 830 


3HB 


ALA A 


ATOM 831 


N 


GLY A 


ATOM 832 


CA 


GLY A 


ATOM 833 


C 


GLY A 


ATOM 834 


0 


GLY A 


ATOM 835 


H 


GLY A 


ATOM 836 


1HA 


GLY A 


ATOM 837 


2HA 


GLY A 


ATOM 838 


N 


CYS A 


ATOM 839 


CA 


CYS A 


ATOM 840 


C 


CYS A 


ATOM 841 


0 


CYS A 


ATOM 842 


CB 


CYS A 


ATOM 843 


SG 


CYS A 



58 154.347 -12.089 
58 156.032 -9.607 
58 156.872 -12.091 
58 155.057 -9.858 
58 155.972 -10.625 

58 154.819 -12.920 

59 158.995 -11.225 
59 160.272 -10.744 
59 160.092 -10.017 
59 159.556 -10.575 
59 161.246 -11.902 
59 158.864 -12.187 
59 160.683 -10.055 
59 161.919 -11.697 
59 160.697 -12.809 

59 161.814 -12.021 

60 160.541 -8.767 
60 160.420 -7.984 
60 159.945 -6.569 
60 160.265 -5.647 
60 160.959 -8.373 
60 161.382 -7.943 

60 159.715 -8.469 

61 159.183 -6.395 
61 158.664 -5.082 
61 159.626 -4.359 
61 160.633 -4.922 
61 157.293 -5.218 
61 156.080 -6.119 



0.379 1.00 0.00 
2. 837 1. 00 0. 00 
1.509 1.00 0.00 
0.754 1.00 0.00 
-0.540 1.00 0.00 
0.284 1.00 0.00 
0.602 1.00 0.00 
0.090 1.00 0.00 
-1.238 1.00 0.00 
-2.195 1.00 0.00 
-0.069 1.00 0.00 
0.732 1.00 0.00 
0.813 1.00 0.00 
-0.889 1.00 0.00 
-0.272 1.00 0.00 
0.841 1.00 0.00 
-1.288 1.00 0.00 
-2.504 1.00 0.00 
-2. 237 1.00 0.00 
-2.989 1.00 0.00 
-0.494 1.00 0.00 
-2.991 1.00 0.00 
-3.163 1.00 0.00 
-1.163 1.00 0.00 
-0.798 1.00 0.00 
0.140 1.00 0.00 
0.567 1.00 0.00 
-0.136 1.00 0.00 
-1.129 1.00 0.00 

ffiiE# 2003-3083148 



#0 2002-236129 



: 126/ 



ATOM 844 H CYS A 61158.963 -7.168 

ATOM 845 HA CYS A 61 158. 561 -4. 503 

ATOM 846 1HB CYS A 61157.403 -5.742 

ATOM 847 2HB CYS A 61156.894 -4.232 

ATOM 848 HG CYS A 61156.127 -5.787 

ATOM 849 N THR A 62 159.306 -3.107 

ATOM 850 CA THR A 62 160.142 -2.308 

ATOM 851 C THR A 62 159.530 -2.225 

ATOM 852 0 THR A 62 158. 568 -2. 929 

ATOM 853 CB THR A 62 160.329 -0.902 

ATOM 854 0G1 THR A 62 159. 146 -0. 138 

ATOM 855 CG2 THR A 62 160.696 -0.896 

ATOM 856 H THR A 62 158.490 -2.714 

ATOM 857 HA THR A 62 161.106 -2.789 

ATOM 858 HB THR A 62 161.123 -0.407 

ATOM 859 HG1 THR A 62 158.400 -0.629 

ATOM 860 1HG2 THR A 62 161.182 0.036 

ATOM 861 2HG2 THR A 62 159.800 -1.003 

ATOM 862 3HG2THRA 62 161.365 -1.718 

ATOM 863 N ASP A 63 160.095 -1.362 

ATOM 864 CA ASP A 63 159.605 -1.188 

ATOM 865 C ASP A 63 158.822 0.115 

ATOM 866 0 ASP A 63 158.815 0.740 

ATOM 867 CB ASP A 63 160.772 -1.199 

ATOM 868 CG ASP A 63 161.778 -0.100 

ATOM 869 0D1 ASP A 63 162.909 -0.422 

ATOM 870 0D2 ASP A 63 161.434 1.085 

ATOM 871 H ASP A 63 160. 860 -0. 830 

ATOM 872 HA ASP A 63 158. 947 -2. 013 



-0.602 1.00 0.00 
-1.704 1.00 0.00 
0.801 1.00 0.00 
0.055 1.00 0.00 
-2.029 1.00 0.00 
0.457 1.00 0.00 
1.345 1.00 0.00 
2.739 1.00 0.00 
3.048 1.00 0.00 
0.774 1.00 0.00 
0.925 1.00 0.00 
-0.695 1.00 0.00 
0.084 1.00 0.00 
1.416 1.00 0.00 
1.314 1.00 0.00 
0.572 1.00 0.00 
-0.941 1.00 0.00 
-1.290 1.00 0.00 
-0.902 1.00 0.00 
3.578 1.00 0.00 
4.940 1.00 0.00 
5.073 1.00 0.00 
6.134 1.00 0.00 
5.930 1.00 0.00 
5.649 1.00 0.00 
5.230 1.00 0.00 
5.850 1.00 0.00 
3.272 1.00 0.00 
5.164 1.00 0.00 
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ATOM 873 
ATOM 874 
ATOM 875 
ATOM 876 
ATOM 877 
ATOM 878 
ATOM 879 
ATOM 880 
ATOM 881 
ATOM 882 
ATOM 883 
ATOM 884 
ATOM 885 
ATOM 886 
ATOM 887 
ATOM 888 
ATOM 889 
ATOM 890 
ATOM 891 
ATOM 892 
ATOM 893 
ATOM 894 
ATOM 895 
ATOM 896 
ATOM 897 
ATOM 898 
ATOM 899 
ATOM 900 
ATOM 901 



1HB ASP A 
2HB ASP A 
N GLY A 
CA GLY A 
C GLY A 
0 GLY A 
H GLY A 
1HA GLY A 
2HA GLY A 
N THR A 
CA THR A 
C THR A 
0 THR A 
CB THR A 
0G1 THR A 
CG2 THR A 
H THR A 
HA THR A 
HB THR A 
HG1 THR A 
1HG2 THR A 
2HG2 THR A 
3HG2 THR A 
N PHE A 



CA PHE A 
C PHE A 
PHE A 
CB PHE A 
CG PHE A 



0 



63 160.389 

63 161.279 

64 158.166 
64 157.389 
64 158.114 
64 158.167 
64 158.208 
64 156.457 

64 157.177 

65 158.674 
65 159.399 
65 159.023 
65 159.172 
65 160.908 
65 161.327 
65 161.353 
65 158.598 
65 159.127 
65 161.420 
65 160.733 
65 161.703 
65 160.521 

65 162.154 

66 158.536 
66 158.138 
66 159.106 
66 159.243 
66 156.718 
66 156.051 



-1.064 6.930 1.00 0.00 

-2.151 5.867 1.00 0.00 

0.519 3.991 1.00 0.00 

1.744 4.009 1.00 0.00 

2.900 3.347 1.00 0.00 

4.002 3.892 1.00 0.00 

-0.020 3.174 1.00 0.00 

1.574 3.492 1.00 0.00 

2.008 5.035 1.00 0.00 

2. 647 2. 168 1. 00 0. 00 

3.675 1.431 1.00 0.00 

3.652 -0.047 1.00 0.00 

2.632 -0.720 1.00 0.00 

3.476 1.589 1.00 0.00 

2.287 0.941 1.00 0.00 

3.394 3.032 1.00 0.00 
1.748 1.786 1.00 0.00 
4.635 1.845 1.00 0.00 
4.310 1.131 1.00 0.00 
1.570 1.174 1.00 0.00 

2.395 3.245 1.00 0.00 
3.631 3.680 1.00 0.00 
4.099 3.203 1.00 0.00 

4.784 -0.546 1.00 0.00 
4.894 -1.945 1.00 0.00 

5.785 -2.717 1.00 0.00 
6.971 -2.422 1.00 0.00 
5.452 -2.051 1.00 0.00 
5.152 -3.362 1.00 0.00 
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ATOM 902 


CD1 


PHE A 


66 155.567 


ATOM 903 


CD2 


PHE A 


66 155.908 


ATOM 904 


CEl 


PHE A 


66 154.953 


ATOM 905 


CE2 


PHE A 


66 155.294 


ATOM 906 


CZ 


PHE A 


66 154.816 


ATOM 907 


H 


PHE A 


66 158.441 


ATOM 908 


HA 


PHE A 


66 158.159 


ATOM 909 


1HB 


PHE A 


66 156.112 


ATOM 910 


2HB 


PHE A 


66 156.752 


ATOM 911 


HD1 


PHE A 


66 155.674 


ATOM 912 


HD2 


PHE A 


66 156.282 


ATOM 913 


HE1 


PHE A 


66 154.579 


ATOM 914 


HE2 


PHE A 


66 155.189 


ATOM 915 


HZ 


PHE A 


66 154.337 


ATOM 916 


N 


ARG A 


67 159.776 


ATOM 917 


CA 


ARG A 


67 160.732 


ATOM 918 


C 


ARG A 


67 161.860 


ATOM 919 


0 


ARG A 


67 162.359 


ATOM 920 


CB 


ARG A 


67 160.026 


ATOM 921 


CG 


ARG A 


67 158.955 


ATOM 922 


CD 


ARG A 


67 158.909 


ATOM 923 


NE 


ARG A 


67 160.062 


ATOM 924 


CZ 


ARG A 


67 160.434 


ATOM 925 


NH1 


ARG A 


67 159.746 


ATOM 926 


NH2 


ARG A 


67 161.496 


ATOM 927 


H 


ARG A 


67 159.624 


ATOM 928 


HA 


ARG A 


67 161.150 


ATOM 929 


1HB 


ARG A 


67 159.564 


ATOM 930 


2HB 


ARG A 


67 160.762 



6.177 -4.159 1.00 0.00 
3.844 -3.798 1.00 0.00 

5.903 -5.367 1.00 0.00 
3.564 -5.004 1.00 0.00 
4.596 -5.790 1.00 0.00 
5.563 0.040 1.00 0.00 

3.904 -2.374 1.00 0.00 
5.028 -1.265 1.00 0.00 
6.526 -1.931 1.00 0.00 
7.200 -3.829 1.00 0.00 
3.037 -3.185 1.00 0.00 
6.711 -5.978 1.00 0.00 
2.541 -5.333 1.00 0.00 
4.379 -6.732 1.00 0.00 
5.204 -3.706 1.00 0.00 
5.945 -4.521 1.00 0.00 
6.505 -3.662 1.00 0.00 
7.602 -3.913 1.00 0.00 
7.082 -5.263 1.00 0.00 
6.606 -6.229 1.00 0.00 
7.468 -7.481 1.00 0.00 
7.236 -8.347 1.00 0.00 
8.061 -9.323 1.00 0.00 
9.171 -9.562 1.00 0.00 
7.775 -10.064 1.00 0.00 
4.254 -3.893 1.00 0.00 
5.261 -5.244 1.00 0.00 
7.736 -4.539 1.00 0.00 
7.642 -5.822 1.00 0.00 
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ATOM 931 


IHG 


ARG A 


67 159.166 


ATOM 932 


2HG 


ARG A 


67 157.994 


ATOM 933 


1HD 


ARG A 


67 158.008 


ATOM 934 


2HD 


ARG A 


67 158.894 


ATOM 935 


HE 


ARG A 


67 160.588 


ATOM 936 


1HH1 ARG A 


67 158.944 


ATOM 937 


2HH1 ARG A 


67 160.030 


ATOM 938 


1HH2 ARG A 


67 162.018 


ATOM 939 


2HH2 ARG A 


67 161.775 


ATOM 940 


N 


/"Vr TT A 

GLY A 


68 162.258 


ATOM 941 


CA 


GLY A 


68 163.326 


ATOM 942 


C 


GLY A 


68 162.888 


ATOM 943 


0 


GLY A 


68 163.699 


ATOM 944 


H 


/-XT \T A 

GLY A 


68 161.824 


ATOM 945 


1HA 


/"VT \T A 

GLY A 


68 163.660 


ATOM 946 


2HA 


GLY A 


68 164.150 


ATOM 947 


N 


THR A 


69 161.602 


ATOM 948 


CA 


THR A 


69 161.057 


ATOM 949 


C 


THR A 


69 160.168 


ATOM 950 


0 


THR A 


69 159.055 


ATOM 951 


CB 


THR A 


69 160.261 


ATOM 952 


0G1 


THR A 


69 160.900 


ATOM 953 


CG2 


THR A 


69 160.075 


ATOM 954 


H 


THR A 


69 161.005 


ATOM 955 


HA 


THR A 


69 161.886 


ATOM 956 


HB 


THR A 


69 159.281 


ATOM 957 


HG1 


THR A 


69 161.773 


ATOM 958 


1HG2 THR A 


69 160.256 


ATOM 959 


2HG2 THR A 


69 160.772 



5.587 -6.514 1.00 0.00 
6.651 -5.736 1.00 0.00 
7.237 -8.029 1.00 0.00 
8.507 -7.186 1.00 0.00 
6.424 -8.193 1.00 0.00 
9.393 -9.007 1.00 0.00 
9.786 -10.297 1.00 0.00 
6.940 -9.888 1.00 0.00 
8.395 -10.798 1.00 0.00 
5.744 -2.648 1.00 0.00 
6.180 -1.767 1.00 0.00 
7.290 -0.831 1.00 0.00 
8.118 -0.417 1.00 0.00 
4.879 -2.497 1.00 0.00 
5.339 -1.179 1.00 0.00 
6.537 -2.368 1.00 0.00 
7.306 -0.497 1.00 0.00 
8.321 0.396 1.00 0.00 
7.689 1.461 1.00 0.00 
7.247 1.174 1.00 0.00 
9.357 -0.401 1.00 0.00 
9.644 -1.631 1.00 0.00 
10.666 0.336 1.00 0.00 
6.618 -0.860 1.00 0.00 
8.814 0.882 1.00 0.00 
8.955 -0.614 1.00 0.00 
10.008 -1.461 1.00 0.00 
11.488 -0.340 1.00 0.00 
10.717 1.160 1.00 0.00 
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ATOM 960 3HG2 THR A 69 159.065 10.725 0.714 1.00 0.00 

ATOM 961 N ARG A 70 160.666 7.649 2.693 1.00 0.00 

ATOM 962 CA ARG A 70 159.916 7.070 3.8011.00 0.00 

ATOM 963 C ARG A 70 158.751 7.971 4.200 1.00 0.00 

ATOM 964 0 ARG A 70 158.945 9.137 4.5411.00 0.00 

ATOM 965 CB ARG A 70 160.835 6.844 5.004 1.00 0.00 

ATOM 966 CG ARG A 70 160.136 6.206 6.193 1.00 0.00 

ATOM 967 CD ARG A 70 160.931 6.397 7.474 1.00 0.00 

ATOM 968 NE ARG A 70 162.034 5.445 7.582 1.00 0.00 

ATOM 969 CZ ARG A 70 163.054 5.585 8.426 1.00 0.00 

ATOM 970 NH1 ARG A 70 163.116 6.635 9.235 1.00 0.00 

ATOM 971 NH2 ARG A 70 164.015 4.673 8.459 1.00 0.00 



ATOM 972 


H 


ARG A 


70 


161.559 


8.016 


2.860 1.00 0.00 


ATOM 973 


HA 


ARG A 


70 


159. 524 


6.118 


3.476 1.00 0.00 


ATOM 974 


1HB 


ARG A 


70 


161.649 


6.200 


4.704 1.00 0.00 


ATOM 975 


2HB 


ARG A 


70 


161.239 


7.796 


5.318 1.00 0.00 


ATOM 976 


1HG 


ARG A 


70 


159. 164 


6.660 


6.312 1.00 0.00 


ATOM 977 


2HG 


ARG A 


70 


160. 020 


5.149 


6.005 1.00 0.00 


ATOM 978 


1HD 


ARG A 


70 


161.331 


7.400 


7.489 1.00 0.00 


ATOM 979 


2HD 


ARG A 


70 


160. 268 


6.263 


8.317 1.00 0.00 


ATOM 980 


HE 


ARG A 


70 


162.013 


4.661 


6.995 1.00 0.00 


ATOM 981 


1HH1 ARG A 


70 


162. 394 


7.327 


9.215 1.00 0.00 


ATOM 982 


2HH1 ARG A 


70 


163.885 


6.734 


9.866 1.00 0.00 


ATOM 983 


1HH2 ARG A 


70 


163.974 


3.880 


7.851 1.00 0.00 


ATOM 984 


2HH2 ARG A 


70 164.782 


4.778 


9.092 1.00 0.00 


ATOM 985 


N 


TYR A 


71 


157.543 


7.421 


4.154 1.00 0.00 


ATOM 986 


CA 


TYR A 


71 


156.346 


8.176 


4.510 1.00 0.00 


ATOM 987 


C 


TYR A 


71 


155.852 


7.788 


5.900 1.00 0.00 


ATOM 988 


0 


TYR A 


71 


155.446 


8.644 


6.686 1.00 0.00 
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ATOM 989 
ATOM 990 
ATOM 991 
ATOM 992 
ATOM 993 
ATOM 994 
ATOM 995 
ATOM 996 
ATOM 997 
ATOM 998 
ATOM 999 
ATOM 1000 
ATOM 1001 
ATOM 1002 
ATOM 1003 
ATOM 1004 
ATOM 1005 
ATOM 1006 
ATOM 1007 
ATOM 1008 
ATOM 1009 
ATOM 1010 
ATOM 1011 
ATOM 1012 
ATOM 1013 
ATOM 1014 
ATOM 1015 
ATOM 1016 
ATOM 1017 



CB TYR A 
CG TYR A 
CD1 TYR A 
CD2 TYR A 
CE1 TYR A 
CE2 TYR A 
CZ TYR A 
OH TYR A 
H TYR A 
HA TYR A 
1HB TYR A 
2HB TYR A 
HD1 TYR A 
HD2 TYR A 
HE1 TYR A 
HE2 TYR A 
HH TYR A 



N 
CA 
C 
0 



PHE A 
PHE A 
PHE A 
PHE A 
CB PHE A 
CG PHE A 
CD1 PHE A 
CD2 PHE A 
CE1 PHE A 
CE2 PHE A 
CZ PHE A 
H PHE A 



71 155.242 
71 155.536 
71 156.048 
71 155.304 
71 156.318 
71 155.572 
71 156.079 
71 156.347 
71 157.452 
71 156.604 
71 155.106 
71 154.321 
71 156.234 
71 154.906 
71 156.716 
71 155.384 

71 157.236 

72 155.891 
72 155.448 
72 156.433 
72 157.368 
72 154.057 
72 153.981 
72 154.205 
72 153.686 
72 154.135 
72 153.616 
72 153.841 
72 156.226 



7.936 3.479 1.00 0.00 
8.538 2.124 1.00 0.00 
9.825 2.011 1.00 0.00 
7.820 0.958 1.00 0.00 
10.379 0.773 1.00 0.00 

8.367 -0.283 1.00 0.00 
9.647 -0.369 1.00 0.00 

10.193 -1.603 1.00 0.00 
6.487 3.874 1.00 0.00 
9.224 4.511 1.00 0.00 
6.873 3.346 1.00 0.00 

8.368 3.842 1.00 0.00 
10.397 2.908 1.00 0.00 

6.819 1.029 1.00 0.00 
11.381 0.706 1.00 0.00 
7.793 -1.178 1.00 0.00 
9.952 -1.874 1.00 0.00 
6.494 6.197 1.00 0.00 
5.993 7.492 1.00 0.00 
4.968 8.045 1.00 0.00 
4.556 7.358 1.00 0.00 
5.368 7.373 1.00 0.00 
4.262 6.359 1.00 0.00 
2.946 6.733 1.00 0.00 
4.538 5.034 1.00 0.00 
1.926 5.802 1.00 0.00 
3.522 4.099 1.00 0.00 
2.214 4.484 1.00 0.00 
5.859 5.528 1.00 0.00 
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ATOM 1018 
ATOM 1019 
ATOM 1020 
ATOM 1021 
ATOM 1022 
ATOM 1023 
ATOM 1024 
ATOM 1025 
ATOM 1026 
ATOM 1027 
ATOM 1028 
ATOM 1029 
ATOM 1030 
ATOM 1031 
ATOM 1032 
ATOM 1033 
ATOM 1034 
ATOM 1035 
ATOM 1036 
ATOM 1037 
ATOM 1038 
ATOM 1039 
ATOM 1040 
ATOM 1041 
ATOM 1042 
ATOM 1043 
ATOM 1044 
ATOM 1045 
ATOM 1046 



HA PHE A 
1HB PHE A 



2HB PHE A 
HD1 PHE A 
HD2 PHE A 
HE1 PHE A 
HE2 PHE A 
HZ PHE A 
N THR A 
CA THR A 
C THR A 
0 THR A 
CB THR A 
0G1 THR A 
CG2 THR A 
H THR A 
HA THR A 
HB THR A 
HG1 THR A 
1HG2 THR A 
2HG2 THR A 
3HG2 THR A 
N CYS A 
CA 
C 
0 
CB 
SG 
H 



72 155.399 
72 153.769 
72 153.350 
72 154.434 
72 153.511 
72 154.311 
72 153.386 

72 153.786 

73 156.216 
73 157.085 
73 156.374 
73 155.396 
73 157.538 
73 157.838 
73 158.761 
73 155.455 
73 157.952 
73 156.736 
73 157.472 
73 159.373 
73 159.331 

73 158.454 

74 156.871 
CYS A 74 156.282 
CYS A 74 157.366 
CYS A 74 158.558 
CYS A 74 155.336 
CYS A 74 153. 626 
CYS A 74 157.652 



6.831 8.172 1.00 0.00 
4.961 8.330 1.00 0.00 
6.133 7.084 1.00 0.00 
2.719 7.763 1.00 0.00 
5.560 4.731 1.00 0.00 
0.905 6.106 1.00 0.00 
3.751 3.069 1.00 0.00 
1.419 3.756 1.00 0.00 
4.559 9.291 1.00 0.00 
3.581 9.937 1.00 0.00 
2.242 10.094 1.00 0.00 
2.129 10.834 1.00 0.00 
4.094 11.304 1.00 0.00 
5.477 11.247 1.00 0.00 
3.380 11.837 1.00 0.00 
4.923 9.789 1.00 0.00 
3.443 9.309 1.00 0.00 
3.951 12.015 1.00 0.00 
5.918 12.018 1.00 0.00 
4.077 12.389 1.00 0.00 
2.978 11.011 1.00 0.00 
2.575 12.487 1.00 0.00 
1.227 9.394 1.00 0.00 
-0.106 9.455 1.00 0.00 
-1.179 9.459 1.00 0.00 
-0.871 9.475 1.00 0.00 
-0.324 8.272 1.00 0.00 
0.165 8.594 1.00 0.00 
1.380 8.821 1.00 0.00 
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ATOM 1047 


HA 


CYS A 


74 155.718 


-0. 177 


10.373 1.00 0.00 


ATOM 1048 


1HB 


CYS A 


74 155.688 


0.251 


7.429 1.00 0.00 


ATOM 1049 


2HB 


CYS A 


74 155.336 


-1.372 


8.011 1.00 0.00 


ATOM 1050 


HG 


CYS A 


74 153.519 


0.260 


9.543 1.00 0.00 


ATOM 1051 


N 


ALA A 


75 156.944 


-2.438 


9.446 1.00 0.00 


ATOM 1052 


CA 


ALA A 


75 157.878 


-3. 557 


9.448 1.00 0.00 


ATOM 1053 


C 


ALA A 


75 158.504 


-3. 753 


8.071 1.00 0.00 


ATOM 1054 


0 


ALA A 


75 158.021 


-3. 212 


7.077 1.00 0.00 


ATOM 1055 


CB 


ALA A 


75 157.177 


-4.830 


9.897 1.00 0.00 


ATOM 1056 


H 


ALA A 


75 155.981 


-2. 620 


9.434 1.00 0.00 


ATOM 1057 


HA 


ALA A 


75 158.661 


-3. 336 


10.159 1.00 0.00 


ATOM 1058 


1HB 


ALA A 


75 156.438 


-4.588 


10.647 1.00 0.00 



ATOM 1059 2HB ALA A 75 157.902 -5.513 10.314 1.00 0.00 

ATOM 1060 3HB ALA A 75 156.692 -5.292 9.049 1.00 0.00 

ATOM 1061 N LEU A 76 159.581 -4.530 8.021 1.00 0.00 

ATOM 1062 CA LEU A 76 160.273 -4.798 6.765 1.00 0.00 

ATOM 1063 C LEU A 76 159.514 -5.828 5.935 1.00 0.00 

ATOM 1064 0 LEU A 76 158.956 -6.784 6.473 1.00 0.00 

ATOM 1065 CB LEU A 76 161.695 -5.292 7.037 1.00 0.00 

ATOM 1066 CG LEU A 76 162.712 -4.195 7.352 1.00 0.00 

ATOM 1067 CD1 LEU A 76 163.770 -4.708 8.317 1.00 0.00 

ATOM 1068 CD2 LEU A 76 163.358 -3.686 6.072 1.00 0.00 

ATOM 1069 H LEU A 76 159.919 -4.933 8.848 1.00 0.00 

ATOM 1070 HA LEU A 76 160.323 -3.872 6.212 1.00 0.00 

ATOM 1071 1HB LEU A 76 161.661 -5.975 7.874 1.00 0.00 

ATOM 1072 2HB LEU A 76 162.038 -5.832 6.168 1.00 0.00 

ATOM 1073 HG LEU A 76 162.204 -3.366 7.824 1.00 0.00 

ATOM 1074 1HD1 LEU A 76 164.717 -4.240 8.096 1.00 0.00 

ATOM 1075 2HD1 LEU A 76 163.865 -5.779 8.210 1.00 0.00 
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ATOM 1076 3HD1 LEU A 76 163.478 -4.472 
ATOM 1077 1HD2 LEU A 76 162. 688 -3. 851 
ATOM 1078 2HD2 LEU A 76 164. 282 -4. 216 
ATOM 1079 3HD2 LEU A 76 163. 562 -2. 630 
ATOM 1080 N LYS A 77 159.498 -5.627 
LYS A 77 158. 807 -6. 538 
LYS A 77 157. 311 -6. 563 
LYS A 77 156. 676 -7. 618 
LYS A 77 159.387 -7.948 
LYS A 77 160. 907 -7. 984 
LYS A 77 161.469 -7.583 
LYS A 77 162.944 -7.228 
LYS A 77 163.150 -5.792 
LYS A 77 159.962 -4.846 
LYS A 77 158. 960 -6. 181 
ATOM 1091 1HB LYS A 77 159.041 -8.389 
ATOM 1092 2HB LYS A 77 159. 033 -8. 544 
ATOM 1093 1HG LYS A 77 161.275 -7.299 
ATOM 1094 2HG LYS A 77 161.235 -8.987 
ATOM 1095 1HD LYS A 77 161.351 -8.408 
ATOM 1096 2HD LYS A 77 160. 924 -6. 726 
ATOM 1097 1HE LYS A 77 163. 401 -7. 837 
ATOM 1098 2HE LYS A 77 163.412 -7.436 
ATOM 1099 1HZ LYS A 77 163.311 -5.241 
ATOM 1100 2HZ LYS A 77 163.976 -5.686 
ATOM 1101 3HZ LYS A 77 162.312 -5.416 
ATOM 1102 N LYS A 78 156.750 -5.395 
ATOM 1103 CA LYS A 78 155. 326 -5. 284 
ATOM 1104 C LYS A 78 154.793 -3.911 



ATOM 1081 CA 

ATOM 1082 C 

ATOM 1083 0 

ATOM 1084 CB 

ATOM 1085 CG 

ATOM 1086 CD 

ATOM 1087 CE 

ATOM 1088 NZ 

ATOM 1089 H 

ATOM 1090 HA 



9.330 1.00 0.00 
5.241 1.00 0.00 
5.899 1.00 0.00 
6.166 1.00 0.00 
4.621 1.00 0.00 
3.716 1.00 0.00 
4.005 1.00 0.00 
3.962 1.00 0.00 
3.836 1.00 0.00 
3.832 1.00 0.00 
2.478 1.00 0.00 
2.570 1.00 0.00 
2.908 1.00 0.00 
4.252 1.00 0.00 
2.707 1.00 0.00 
4.760 1.00 0.00 
3.008 1.00 0.00 
4.580 1.00 0.00 
4.066 1.00 0.00 
1.791 1.00 0.00 
2.112 1.00 0.00 
3.337 1.00 0.00 
1.619 1.00 0.00 
2.041 1.00 0.00 
3.531 1.00 0.00 
3.395 1.00 0.00 
4.301 1.00 0.00 
4.597 1.00 0.00 
4.198 1.00 0.00 
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ATOM 1105 0 LYS A 78 153.981 -3.318 4.908 1.00 0.00 

ATOM 1106 CB LYS A 78 155.074 -5.529 6.086 1.00 0.00 

ATOM 1107 CG LYS A 78 155.640 -6.847 6.590 1.00 0.00 

ATOM 1108 CD LYS A 78 155.270 -7.094 8.043 1.00 0.00 

ATOM 1109 CE LYS A 78 154.151 -8.116 8.169 1.00 0.00 

ATOM 1110 NZ LYS A 78 153.312 -7.875 9.376 1.00 0.00 

ATOM 1111 H LYS A 78 157.306 -4.589 4.318 1.00 0.00 

ATOM 1112 HA LYS A 78 154.809 -6.038 4.024 1.00 0.00 

ATOM 1113 1HB LYS A 78 155.525 -4.728 6.653 1.00 0.00 

ATOM 1114 2HB LYS A 78 154.009 -5.529 6.264 1.00 0.00 

ATOM 1115 1HG LYS A 78 155.244 -7.651 5.986 1.00 0.00 

ATOM 1116 2HG LYS A 78 156.716 -6.823 6.500 1.00 0.00 

ATOM 1117 1HD LYS A 78 156.139 -7.463 8.568 1.00 0.00 

ATOM 1118 2HD LYS A 78 154.947 -6.164 8.487 1.00 0.00 

ATOM 1119 1HE LYS A 78 153.526 -8.055 7.2911.00 0.00 

ATOM 1120 2HE LYS A 78 154.586 -9.102 8.234 1.00 0.00 

ATOM 1121 1HZ LYS A 78 153.289 -6.859 9.599 1.00 0.00 



ATOM 1122 


2HZ 


LYS A 


78 


153. 703 


-8. 388 


10.191 1.00 0.00 


ATOM 1123 


3HZ 


LYS A 


78 


152. 341 


-8. 205 


9.207 1.00 0.00 


ATOM 1124 


N 


ALA A 


79 


155.255 


-3.413 


3.056 1.00 0.00 


ATOM 1125 


CA 


ALA A 


79 


154.824 


-2.111 


2.561 1.00 0.00 


ATOM 1126 


C 


ALA A 


79 


154. 652 


-2. 129 


1.047 1.00 0.00 


ATOM 1127 


0 


ALA A 


79 


155. 630 


-2. 201 


0.301 1.00 0.00 


ATOM 1128 


CB 


ALA A 


79 


155.822 


-1.036 


2.968 1.00 0.00 


ATOM 1129 


H 


ALA A 


79 


155.901 


-3. 932 


2.534 1.00 0.00 


ATOM 1130 


HA 


ALA A 


79 153.874 


-1.878 


3.019 1.00 0.00 


ATOM 1131 


1HB 


ALA A 


79 


155. 857 


-0. 270 


2.207 1.00 0.00 


ATOM 1132 


2HB 


ALA A 


79 


156. 801 


-1.477 


3.080 1.00 0.00 


ATOM 1133 


3HB 


ALA A 


79 


155. 515 


-0. 597 


3.906 1.00 0.00 
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ATOM 1134 N LEU A 80 153.404 
ATOM 1135 CA LEU A 80 153. 103 
ATOM 1136 C LEU A 80 152. 276 
ATOM 1137 0 LEU A 80 151.095 
ATOM 1138 CB LEU A 80 152. 352 
ATOM 1139 CG LEU A 80 151.922 
ATOM 1140 CD1 LEU A 80 153. 135 
ATOM 1141 CD2 LEU A 80 150.964 
ATOM 1142 H LEU A 80 152. 667 
ATOM 1143 HA LEU A 80 154.039 
ATOM 1144 1HB LEU A 80 152. 990 
ATOM 1145 2HB LEU A 80 151.468 
ATOM 1146 HG LEU A 80 151.406 
ATOM 1147 1HD1 LEU A 80 152.858 
ATOM 1148 2HD1 LEU A 80 153. 913 
ATOM 1149 3HD1 LEU A 80 153.497 
ATOM 1150 1HD2 LEU A 80 151.527 
ATOM 1151 2HD2 LEU A 80 150. 285 
ATOM 1152 3HD2 LEU A 80 150. 403 
ATOM 1153 N PHE A 81 152.905 
ATOM 1154 CA PHE A 81 152. 227 
ATOM 1155 C PHE A 81 151.405 
ATOM 1156 0 PHE A 81151.884 
ATOM 1157 CB PHE A 81 153. 246 
ATOM 1158 CG PHE A 81 153.856 
ATOM 1159 CD1 PHE A 81 153.201 
ATOM 1160 CD2 PHE A 81 155.084 
ATOM 1161 CE1 PHE A 81 153.759 
ATOM 1162 CE2 PHE A 81 155.649 



-2.063 0.597 1.00 0.00 
-2.072 -0.829 1.00 0.00 
-0.851 -1.218 1.00 0. 00 
-0.756 -0.884 1.00 0.00 
-3.352 -1.205 1.00 0.00 
-3.444 -2.670 1.00 0.00 
-3.587 -3.575 1.00 0.00 
-4.609 -2.871 1.00 0.00 
-2.007 1.240 1.00 0.00 
-2.044 -1.367 1.00 0.00 
-4.195 -0.985 1.00 0.00 
-3.420 -0.589 1.00 0.00 
-2.535 -2.944 1.00 0.00 
-4.131 -4.466 1.00 0.00 
-4.124 -3.052 1.00 0.00 
-2.607 -3.850 1.00 0.00 
-5.499 -3.113 1.00 0.00 
-4.382 -3.679 1.00 0.00 
-4.774 -1.963 1.00 0.00 
0.081 -1.927 1.00 0.00 
1.297 -2.362 1.00 0.00 
1.041 -3.622 1.00 0.00 
0.420 -4.571 1.00 0.00 
2.408 -2.621 1.00 0.00 
2.967 -1.367 1.00 0.00 
3.948 -0.640 1.00 0.00 
2.511 -0.916 1.00 0.00 
4.463 0.514 1.00 0.00 
3.023 0.237 1.00 0.00 
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ATOM 1163 


CZ 


PHE A 


81 


154.985 


4.000 


0.953 1.00 0.00 


ATOM 1164 


H 


PHE A 


81 


153. 846 


-0.052 


-2.164 1.00 0.00 


ATOM 1165 


HA 


PHE A 


81 


151. 563 


1.607 


-1.570 1.00 0.00 


ATOM 1166 


1HB 


PHE A 


81 


154. 045 


2.019 


-3.234 1.00 0.00 


ATOM 1167 


2HB 


PHE A 


81 


152. 759 


3.218 


-3.145 1.00 0.00 


ATOM 1168 


HD1 


PHE A 


81 


152. 243 


4.310 


-0.982 1.00 0.00 


ATOM 1169 


HD2 


PHE A 


81 


155. 604 


1.747 


-1.476 1.00 0.00 


ATOM 1170 


HE1 


PHE A 


81 


153. 240 


5.228 


1.072 1.00 0.00 


ATOM 1171 


HE2 


PHE A 


81 


156. 607 


2.659 


0.578 1.00 0.00 


ATOM 1172 


HZ 


PHE A 


81 


155. 424 


4.401 


1.854 1.00 0.00 


ATOM 1173 


N 


VAL A 


82 


150. 167 


1.524 


-3.623 1.00 0.00 


ATOM 1174 


CA 


VAL A 


82 149.280 


1.347 


-4.765 1.00 0.00 


ATOM 1175 


C 


VAL A 


82 


148. 315 


2.521 


-4.898 1.00 0.00 


ATOM 1176 


0 


VAL A 


82 148.180 


3.332 


-3.983 1.00 0.00 


ATOM 1177 


CB 


VAL A 


82 


148.470 


0.042 


-4.652 1.00 0.00 


ATOM 1178 


CGI 


VAL A 


82 


149. 379 


-1. 166 


-4.809 1.00 0.00 



ATOM 1179 CG2 VAL A 82 147.724 -0.010 -3.327 1.00 0.00 

ATOM 1180 H VAL A 82 149.843 2.010 -2.836 1.00 0.00 

ATOM 1181 HA VAL A 82 149.889 .1.292 -5.656 1.00 0.00 

ATOM 1182 HB VAL A 82 147.742 0.022 -5.450 1.00 0.00 

ATOM 1183 1HG1 VAL A 82 150.018 -1.028 -5.668 1.00 0.00 

ATOM 1184 2HG1 VAL A 82 148.779 -2.054 -4.947 1.00 0.00 

ATOM 1185 3HG1 VAL A 82 149.987 -1.278 -3.923 1.00 0.00 

ATOM 1186 1HG2 VAL A 82 147.242 -0.971 -3.223 1.00 0.00 

ATOM 1187 2HG2 VAL A 82 146.979 0.771 -3.303 1.00 0.00 

ATOM 1188 3HG2 VAL A 82 148.422 0.131 -2.515 1.00 0.00 

ATOM 1189 N LYS A 83 147.645 2.602 -6.043 1.00 0.00 

ATOM 1190 CA LYS A 83 146.693 3.677 -6.295 1.00 0.00 

ATOM 1191 C LYS A 83 145.494 3.573 -5.358 1.00 0.00 
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ATOM 1192 


0 


LYS A 


83 144.809 


ATOM 1193 


CB 


LYS A 


83 146.223 


ATOM 1194 


CG 


LYS A 


83 147.353 


ATOM 1195 


CD 


LYS A 


83 146.881 


ATOM 1196 


CE 


LYS A 


83 147.739 


ATOM 1197 


NZ 


LYS A 


83 148.766 


ATOM 1198 


H 


LYS A 


83 147.796 


ATOM 1199 


HA 


LYS A 


83 147.196 


ATOM 1200 


1HB 


LYS A 


83 145.717 


ATOM 1201 


2HB 


LYS A 


83 145.528 


ATOM 1202 


1HG 


LYS A 


83 147.728 


ATOM 1203 


2HG 


LYS A 


83 148.143 


ATOM 1204 


1HD 


LYS A 


83 146.938 


ATOM 1205 


2HD 


LYS A 


83 145.858 


ATOM 1206 


1HE 


LYS A 


83 147.099 


ATOM 1207 


2HE 


LYS A 


83 148.234 


ATOM 1208 


1HZ 


LYS A 


83 148.971 


ATOM 1209 


2HZ 


LYS A 


83 149.645 


ATOM 1210 


3HZ 


LYS A 


83 148.422 


ATOM 1211 


N 


LEU A 


84 145.250 


ATOM 1212 


CA 


LEU A 


84 144.136 


ATOM 1213 


C 


LEU A 


84 142.808 


ATOM 1214 


0 


LEU A 


84 141.894 


ATOM 1215 


CB 


LEU A 


84 144.115 


ATOM 1216 


CG 


LEU A 


84 142.921 


ATOM 1217 


CD1 


LEU A 


84 143.105 


ATOM 1218 


CD2 


LEU A 


84 142.732 


ATOM 1219 


H 


LEU A 


84 145.833 


ATOM 1220 


HA 


LEU A 


84 144.280 



2.552 -5.318 1.00 0.00 
3.638 -7.751 1.00 0.00 
3.770 -8.758 1.00 0.00 
3.453 -10.168 1.00 0.00 
4.151 -11.212 1.00 0.00 
3.239 -11.787 1.00 0.00 
1.924 -6.735 1.00 0.00 
4.615 -6.114 1.00 0.00 
2.701 -7.929 1.00 0.00 
4.449 -7.914 1.00 0.00 
4.782 -8.734 1.00 0.00 
3.085 -8.489 1.00 0.00 
2.386 -10.325 1.00 0.00 
3.782 -10.277 1.00 0.00 
4.504 -12.007 1.00 0.00 
4.991 -10.749 1.00 0.00 
2.466 -11.121 1.00 0.00 
3.761 -11.974 1.00 0.00 

2.831 -12.680 1.00 0.00 
4.640 -4.605 1.00 0.00 
4.675 -3.666 1.00 0.00 
4.456 -4.384 1.00 0.00 

3.832 -3.844 1.00 0.00 
6.015 -2.924 1.00 0.00 
6.222 -1.990 1.00 0.00 
5.434 -0.703 1.00 0.00 
7.702 -1.689 1.00 0.00 
5.423 -4.683 1.00 0.00 
3.880 -2.950 1.00 0.00 
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ATOM 1221 1HB LEU A 84 145.020 6.091 -2.340 1.00 0.00 

ATOM 1222 2HB LEU A 84 144.112 6.807 -3.658 1.00 0.00 

ATOM 1223 HG LEU A 84 142.025 5.863 -2.476 1.00 0.00 

ATOM 1224 1HD1 LEU A 84 142.152 5.045 -0.380 1.00 0.00 

ATOM 1225 2HD1 LEU A 84 143.508 6.082 0.061 1.00 0.00 

ATOM 1226 3HD1 LEU A 84 143.789 4.616 -0.878 1.00 0.00 

ATOM 1227 1HD2 LEU A 84 142.418 8.215 -2.586 1.00 0.00 

ATOM 1228 2HD2 LEU A 84 143.667 8.121 -1.345 1.00 0.00 

ATOM 1229 3HD2 LEU A 84 141.981 7.821 -0.924 1.00 0.00 



ATOM 1230 


N 


LYS A 


85 


142. 708 


4.971 


-5.606 1.00 0.00 


ATOM 1231 


CA 


LYS A 


85 


141.491 


4.830 


-6.398 1.00 0.00 


ATOM 1232 


C 


LYS A 


85 


141.220 


3.365 


-6.728 1.00 0.00 


ATOM 1233 


0 


LYS A 


85 


140. 075 


2.975 


-6.956 1.00 0.00 


ATOM 1234 


CB 


LYS A 


85 


141.602 


5.645 


-7.688 1.00 0.00 


ATOM 1235 


CG 


LYS A 


85 


142.793 


5.264 


-8.549 1.00 0.00 


ATOM 1236 


CD 


LYS A 


85 


143.264 


6.434 


-9.398 1.00 0.00 


ATOM 1237 


CE 


LYS A 


85 


144. 650 


6.186 


-9.970 1.00 0.00 


ATOM 1238 


NZ 


LYS A 


85 


145. 138 


7.346 


-10.766 1.00 0.00 


ATOM 1239 


H 


LYS A 


85 


143.471 


5.458 


-5.982 1.00 0.00 


ATOM 1240 


HA 


LYS A 


85 140.670 


5.213 


-5.811 1.00 0.00 



ATOM 1241 1HB LYS A 85 140.702 5.500 -8.269 1.00 0.00 

ATOM 1242 2HB LYS A 85 141.690 6.691 -7.433 1.00 0.00 

ATOM 1243 1HG LYS A 85 143.602 4.949 -7.909 1.00 0.00 

ATOM 1244 2HG LYS A 85 142.509 4.449 -9.200 1.00 0.00 

ATOM 1245 1HD LYS A 85 142.570 6.576 -10.214 1.00 0.00 

ATOM 1246 2HD LYS A 85 143.289 7.323 -8.786 1.00 0.00 

ATOM 1247 1HE LYS A 85 145.335 6.008 -9.154 1.00 0.00 

ATOM 1248 2HE LYS A 85 144.613 5.314 -10.605 1.00 0.00 

ATOM 1249 1HZ LYS A 85 146.175 7.409-10.708 1.00 0.00 
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ATOM 1250 2HZ 
ATOM 1251 3HZ 
ATOM 1252 N 
ATOM 1253 CA 
ATOM 1254 C 
ATOM 1255 0 
ATOM 1256 CB 
ATOM 1257 OG 
ATOM 1258 H 
ATOM 1259 HA 
ATOM 1260 1HB 
ATOM 1261 2HB 
ATOM 1262 HG 
ATOM 1263 N 
ATOM 1264 CA 
ATOM 1265 C 
ATOM 1266 0 
ATOM 1267 CB 
ATOM 1268 SG 
ATOM 1269 H 
ATOM 1270 HA 
ATOM 1271 1HB 
ATOM 1272 2HB 
ATOM 1273 HG 
ATOM. 1274 N 
ATOM 1275 CA 
ATOM 1276 C 
ATOM 1277 0 
ATOM 1278 CB 



LYS A 
LYS A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
ARG A 
ARG A 
ARG A 
ARG A 
ARG A 



85 144.728 

85 144.863 

86 142.277 
86 142.146 
86 142.102 
86 142.605 
86 143.308 
86 143.567 
86 143.165 
86 141.220 
86 144.197 
86 143.062 

86 143.066 

87 141.498 
87 141.387 
87 139.928 
87 139.021 
87 142.036 
87 143.843 
87 141.116 
87 141.910 
87 141.693 
87 141.740 

87 144.122 

88 139.706 
88 138.356 
88 138.267 
88 139.211 
88 137.932 



8.229 -10.401 1.00 0.00 
7.236 -11.763 1.00 0.00 
2.559 -6.753 1.00 0.00 
1.139 -7.057 1.00 0.00 
0.309 -5.777 1.00 0.00 
-0.814 -5.737 1.00 0.00 
0.676 -7.938 1.00 0.00 
1.608 -8.973 1.00 0.00 
2.928 -6.563 1.00 0.00 
0.999 -7.594 1.00 0.00 
0.572 -7.334 1.00 0.00 
-0.278 -8.382 1.00 0.00 
1.365 -9.755 1.00 0.00 
0.868 -4.734 1.00 0.00 
0.180 -3.453 1.00 0.00 
-0.097 -3.109 1.00 0.00 
0.538 -3.648 1.00 0.00 
1.012 -2.345 1.00 0.00 
1.034 -2.401 1.00 0.00 
1.766 -4.828 1.00 0.00 
-0.761 -3.537 1.00 0.00 
2.032 -2.424 1.00 0.00 
0.613 -1.386 1.00 0.00 
0.522 -3.164 1.00 0.00 
-1.049 -2.208 1.00 0.00 
-1.408 -1.793 1.00 0.00 
-1.531 -0.272 1.00 0.00 
-1.983 0.376 1.00 0.00 
-2.723 -2.448 1.00 0.00 
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B 

ATOM 1279 CG ARG A 88 137.230 -2.538 -3.784 1.00 0.00 

ATOM 1280 CD ARG A 88 135.718 -2.566 -3.627 1.00 0.00 

ATOM 1281 NE ARG A 88 135.059 -3.157 -4.789 1.00 0.00 

ATOM 1282 CZ ARG A 88 135.003 -2.577 -5.985 1.00 0.00 

ATOM 1283 NH1 ARG A 88 135.566 -1.391 -6.183 1.00 0.00 

ATOM 1284 NH2 ARG A 88 134.382 -3.184 -6.987 1.00 0.00 

ATOM 1285 H ARG A 88 140.470 -1.520 -1.812 1.00 0.00 

ATOM 1286 HA ARG A 88 137.691 -0.623 -2.119 1.00 0.00 

ATOM 1287 1HB ARG A 88 138.810 -3.332 -2.608 1.00 0.00 

ATOM 1288 2HB ARG A 88 137.260 -3.244 -1,782 1.00 0.00 

ATOM 1289 1HG ARG A 88 137.521 -1.587 -4.204 1.00 0.00 

ATOM 1290 2HG ARG A 88 137.529 -3.335 -4.449 1.00 0.00 

ATOM 1291 1HD ARG A 88 135.471 -3.146 -2.750 1.00 0.00 

ATOM 1292 2HD ARG A 88 135.364 -1.553 -3.5011.00 0.00 

ATOM 1293 HE ARG A 88 134.634 -4.033 -4.672 1.00 0.00 

ATOM 1294 1HH1 ARG A 88 136.035 -0.928 -5.431 1.00 0.00 

ATOM 1295 2HH1 ARG A 88 135.520 -0.961 -7.084 1.00 0.00 
ATOM 1296 1HH2 ARG A 88 133.956 -4.077 -6.844 1.00 0.00 
ATOM 1297 2HH2 ARG A 88 134.340 -2.748 -7.887 1.00 0.00 



ATOM 1298 


N 


PRO A 


89 137.126 


-1.131 


0.319 1.00 0.00 


ATOM 1299 


CA 


PRO A 


89 136.924 


-1.201 


1.769 1.00 0.00 


ATOM 1300 


C 


PRO A 


89 137.168 


-2. 603 


2.320 1.00 0.00 


ATOM 1301 


0 


PRO A 


89 136.530 


-3. 566 


1.898 1.00 0.00 


ATOM 1302 


CB 


PRO A 


89 135.455 


-0. 807 


. 1.948 1.00 0.00 


ATOM 1303 


CG 


PRO A 


89 135.126 


-0. 003 


0.740 1.00 0.00 


ATOM 1304 


CD 


PRO A 


89 135.949 


-0.581 


-0.377 1.00 0.00 


ATOM 1305 


HA 


PRO A 


89 137.555 


-0.497 


2.291 1.00 0.00 


ATOM 1306 


1HB 


PRO A 


89 134.846 


-1.698 


2.009 1.00 0.00 


ATOM 1307 


2HB 


PRO A 


89 135.343 


-0.225 


2.851 1.00 0.00 
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ATOM 1308 
ATOM 1309 
ATOM 1310 
ATOM 1311 
ATOM 1312 
ATOM 1313 
ATOM 1314 
ATOM 1315 
ATOM 1316 
ATOM 1317 
ATOM 1318 
ATOM 1319 
ATOM 1320 
ATOM 1321 
ATOM 1322 
ATOM 1323 
ATOM 1324 
ATOM 1325 
ATOM 1326 
ATOM 1327 
ATOM 1328 
ATOM 1329 
ATOM 1330 
ATOM 1331 
ATOM 1332 
ATOM 1333 
ATOM 1334 
ATOM 1335 
ATOM 1336 



1HG PRO A 

2HG PRO A 

1HD PRO A 

2HD PRO A 

N ASP A 

CA ASP A 

C ASP A 

0 ASP A 

CB ASP A 

CG ASP A 

0D1 ASP A 

0D2 ASP A 
H ASP A 
HA ASP A 
1HB ASP A 
2HB ASP A 
N SER A 



CA 
C 
0 
CB 
OG 
H 



SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
HA SER A 
1HB SER A 
2HB SER A 
HG SER A 
N ARG A 
CA ARG A 



89 134.074 
89 135.390 
89 135.401 

89 136.239 

90 138.095 
90 138.422 
90 137.795 
90 138.296 
90 139.940 
90 140.365 
90 139.547 
90 141.516 
90 138.570 
90 138.023 
90 140.410 

90 140.279 

91 136.695 
91 135.997 
91 136.378 
91 135.575 
91 134.485 
91 133.828 
91 136.343 
91 136.293 
91 134.267 
91 134.112 

91 133.100 

92 137.608 
92 138.093 



-0.091 0.515 1.00 0.00 

1.031 0.903 1.00 0.00 
-1.361 -0.886 1.00 0.00 
0.195 -1.072 1.00 0.00 

-2.707 3.267 1.00 0.00 

-3.991 3.877 1.00 0.00 

-4.110 5.262 1.00 0.00 

-3.540 6.232 1.00 0.00 

-4.160 3.977 1.00 0.00 

-5.614 3.896 1.00 0.00 

-6.492 4.244 1.00 0.00 

-5.873 3.485 1.00 0.00 

-1.902 3.563 1.00 0.00 

-4.769 3.245 1.00 0.00 

-3. 622 3. 168 1. 00 0. 00 

-3.756 4.919 1.00 0.00 

-4.850 5.346 1.00 0.00 

-5.042 6.613 1.00 0.00 

-6.376 7.247 1.00 0.00 

-6.993 7.947 1.00 0.00 

-4.978 6.401 1.00 0.00 

-4.483 7.554 1.00 0.00 

-5.278 4.537 1.00 0.00 

-4.243 7.277 1.00 0.00 

-4.326 5.569 1.00 0.00 

-5.970 6.187 1.00 0.00 

-5.065 7.784 1.00 0.00 

-6.815 6.999 1.00 0.00 

-8.076 7.546 1.00 0.00 
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ATOM 1337 C 
ATOM 1338 0 



ARG A 92 138.164 -8.018 
ARG A 92 137.993 -9.030 
ATOM 1339 CB ARG A 92 139.471 -8.409 
ATOM 1340 CG ARG A 92 139.416 -9.230 
ATOM 1341 CD ARG A 92 139.022 -10.671 
ATOM 1342 NE ARG A 92 137.589 -10.891 
ATOM 1343 CZ ARG A 92 137.005 -11.048 
ATOM 1344 NH1 ARG A 92 137.727 -11.011 
ATOM 1345 NH2 ARG A 92 135.696 -11.243 
ATOM 1346 H ARG A 92 138.202 -6.278 
ATOM 1347 HA ARG A 92 137.398 -8.851 
ATOM 1348 1HB ARG A 92 139.992 -7.486 
ATOM 1349 2HB ARG A 92 140.030 -8.966 
ATOM 1350 1HG ARG A 92 138.688 -8.792 
ATOM 1351 2HG ARG A 92 140.390 -9.216 
ATOM 1352 1HD ARG A 92 139.562 -11.318 
ATOM 1353 2HD ARG A 92 139.290 -10.912 
ATOM 1354 HE ARG A 92 137.032 -10.923 
ATOM 1355 1HH1 ARG A 92 138. 714 -10. 864 
ATOM 1356 2HH1 ARG A 92 137.282 -11.130 
ATOM 1357 1HH2 ARG A 92 135.147 -11.273 
ATOM 1358 2HH2 ARG A 92 135.256 -11.362 
ATOM 1359 N PHE A 93 138.419 -6.825 
ATOM 1360 CA PHE A 93 138.513 -6.636 
PHE A 93 137. 293 -5. 889 
PHE A 93 137.385 -5.153 
PHE A 93 139.788 -5.868 
ATOM 1364 CG PHE A 93 141.045 -6.662 
ATOM 1365 CD1 PHE A 93 141.370 -7.144 



ATOM 1361 C 
ATOM 1362 0 
ATOM 1363 CB 



9.069 1.00 0.00 
9.748 1.00 0.00 
6.972 1.00 0.00 
5.695 1.00 0.00 
5.976 1.00 0.00 
5.797 1.00 0.00 
4.612 1.00 0.00 
3.498 1.00 0.00 
4.538 1.00 0.00 
6.434 1.00 0.00 
7.260 1.00 0.00 
6.760 1.00 0.00 
7.709 1.00 0.00 
5.028 1.00 0.00 
5.227 1.00 0.00 
5.300 1.00 0.00 
6.994 1.00 0.00 
6.603 1.00 0.00 
3.546 1.00 0.00 
2.611 1.00 0.00 
5.374 1.00 0.00 
3.648 1.00 0.00 
9.599 1.00 0.00 
11.042 1.00 0.00 
11.574 1.00 0.00 
12.557 1.00 0.00 
11.393 1.00 0.00 
11.179 1.00 0.00 
9.921 1.00 0.00 
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ATOM 1366 CD2 
ATOM 1367 CE1 
ATOM 1368 CE2 
ATOM 1369 CZ 
ATOM 1370 H 
ATOM 1371 HA 
ATOM 1372 1HB 
ATOM 1373 2HB 
ATOM 1374 HD1 
ATOM 1375 HD2 
ATOM 1376 HE1 
ATOM 1377 HE2 
ATOM 1378 HZ 
ATOM 1379 N 
ATOM 1380 CA 
ATOM 1381 C 
ATOM 1382 0 
ATOM 1383 CB 
ATOM 1384 H 
ATOM 1385 HA 
ATOM 1386 1HB 
ATOM 1387 2HB 
ATOM 1388 3HB 
ATOM 1389 N 
ATOM 1390 CA 
ATOM 1391 C 
ATOM 1392 0 
ATOM 1393 CB 
ATOM 1394 OG 



PHE A 93 141.902 
PHE A 93 142. 526 
PHE A 93 143. 059 
PHE A 93 143.371 
PHE A 93 138. 546 
PHE A 93 138. 552 
PHE A 93 139. 848 
PHE A 93 139. 751 
PHE A 93 140. 710 
PHE A 93 141.658 
PHE A 93 142.768 
PHE A 93 143. 718 
PHE A 93 144.275 
ALA A 94 136. 153 
ALA A 94 134. 917 
ALA A 94 134. 552 
ALA A 94 134.390 
ALA A 94 133.784 
ALA A 94 136. 142 
ALA A 94 135.069 
ALA A 94 134.071 
ALA A 94 133.579 
ALA A 94 132. 897 
SER A 95 134.426 
SER A 95 134.082 
SER A 95 132.642 
SER A 95 132.089 
SER A 95 135. 036 
SER A 95 136. 145 



-6. 927 
-7.875 
-7. 658 
-8. 132 
-6.056 
-7.611 
-4.982 
-5.578 
-6.943 
-6. 557 
-8. 246 
-7. 857 
-8. 704 
-6.084 
-5.429 
-5.791 
-6. 965 
-5. 803 
-6. 682 
-4.361 
-6. 665 
-4. 974 
-6.034 
-4. 775 
-4. 987 
-4. 567 
-3. 714 
-4.205 
-5. 000 



12.236 1.00 0.00 
9.721 1.00 0.00 
12.041 1.00 0.00 
10.782 1.00 0.00 
9.006 1.00 0.00 
11.502 1.00 0.00 
10.780 1.00 0.00 
12.433 1.00 0.00 
9.090 1.00 0.00 
13.220 1.00 0.00 
8.735 1.00 0.00 
12.873 1.00 0.00 
10.629 1.00 0.00 
10.920 1.00 0.00 
11.329 1.00 0.00 
12.766 1.00 0.00 
13.099 1.00 0.00 
10.384 1.00 0.00 
10.143 1.00 0.00 
11.267 1.00 0.00 
9.802 1.00 0.00 
9.722 1.00 0.00 
10.956 1.00 0.00 
13.614 1.00 0.00 
15.014 1.00 0.00 
15.290 1.00 0.00 
14.596 1.00 0.00 
15.920 1.00 0.00 
16.300 1.00 0.00 
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ATOM 1395 


H 


SER A 


95 


134. 568 


-3.861 


13.289 1.00 0.00 


ATOM 1396 


HA 


SER A 


95 134.184 


-6. 041 


15.225 1.00 0.00 


ATOM 1397 


1HB 


SER A 


95 


135.397 


-3. 335 


15.392 1.00 0.00 


ATOM 1398 


2HB 


SER A 


95 


134.509 


-3. 893 


16.809 1.00 0.00 


ATOM 1399 


HG 


SER A 


95 


136.483 


-5.467 


15.533 1.00 0.00 


ATOM 1400 


N 


LEU A 


96 132.039 


-5. 172 


16.308 1.00 0.00 


ATOM 1401 


CA 


LEU A 


96 


130.663 


-4. 861 


16.676 1.00 0.00 


ATOM 1402 


C 


LEU A 


96 


130.285 


-5. 533 


17.992 1.00 0.00 


ATOM 1403 


0 


LEU A 


96 


129.953 


-6.718 


18.023 1.00 0.00 


ATOM 1404 


CB 


LEU A 


96 


129.704 


-5.307 


15.570 1.00 0.00 


ATOM 1405 


CG 


LEU A 


96 


128.495 


-4. 395 


15.355 1.00 0.00 


ATOM 1406 


CD1 


LEU A 


96 


127.882 


-4.636 


13.984 1.00 0.00 



ATOM 1407 CD2 LEU A 96 127.462 -4.613 16.450 1.00 0.00 
ATOM 1408 H LEU A 96 132.531 -5.845 16.825 1.00 0.00 
ATOM 1409 HA LEU A 96 130.586 -3.792 16.797 1.00 0.00 
ATOM 1410 1HB LEU A 96 130.258 -5.361 14.644 1.00 0.00 
ATOM 1411 2HB LEU A 96 129.341 -6.295 15.812 1.00 0.00 
ATOM 1412 HG LEU A 96 128.817 -3.364 15.399 1.00 0.00 
ATOM 1413 1HD1 LEU A 96 128.625 -5.066 13.328 1.00 0.00 
ATOM 1414 2HD1 LEU A 96 127.538 -3.698 13.573 1.00 0.00 
ATOM 1415 3HD1 LEU A 96 127.048 -5.315 14.077 1.00 0.00 
ATOM 1416 1HD2 LEU A 96 127.130 -5.641 16.4311.00 0.00 
ATOM 1417 2HD2 LEU A 96 126.618 -3.960 16.283 1.00 0.00 
ATOM 1418 3HD2 LEU A 96 127.903 -4.395 17.410 1.00 0.00 
ATOM 1419 N GLN A 97 130.339 -4.769 19.079 1.00 0.00 
ATOM 1420 CA GLN A 97 130.002 -5.290 20.398 1.00 0.00 
ATOM 1421 C GLN A 97 130.929 -6.442 20.7811.00 0.00 
ATOM 1422 0 GLN A 97 131.595 -7.024 19.925 1.00 0.00 
ATOM 1423 CB GLN A 97 128.547 -5.759 20.427 1.00 0.00 
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ATOM 1424 CG GLN A 97 127.566 -4.676 20.847 1.00 0.00 
ATOM 1425 CD GLN A 97 126.204 -4.841 20.203 1.00 0.00 
ATOM 1426 0E1 GLN A 97 126.054 -4.681 18.992 1.00 0.00 
ATOM 1427 NE2 GLN A 97 125.201 -5.162 21.013 1.00 0.00 
ATOM 1428 H GLN A 97 130.611 -3.831 18.990 1.00 0.00 
ATOM 1429 HA GLN A 97 130.127 -4.490 21.112 1.00 0.00 
ATOM 1430 1HB GLN A 97 128.271 -6.100 19.4411.00 0.00 
ATOM 1431 2HB GLN A 97 128.459 -6.583 21.1211.00 0.00 
ATOM 1432 1HG GLN A 97 127.447 -4.713 21.920 1.00 0.00 
ATOM 1433 2HG GLN A 97 127.970 -3.714 20.564 1.00 0.00 
ATOM 1434 1HE2 GLN A 97 125.395 -5.274 21.967 1.00 0.00 
ATOM 1435 2HE2 GLN A 97 124.310 -5.275 20.622 1.00 0.00 
ATOM 1436 N PROA 98 130.983 -6.785 22.080 1.00 0.00 
ATOM 1437 CA PROA 98 131.833 -7.874 22.573 1.00 0.00 
PROA 98 131.336 -9.245 22.127 1.00 0.00 
PROA 98 130.179 -9.599 22.350 1.00 0.00 
PROA 98 131.737 -7.739 24.095 1.00 0.00 
ATOM 1441 CG PROA 98 130.430 -7.067 24.333 1.00 0.00 
ATOM 1442 CD PROA 98 130.221 -6.142 23.166 1.00 0.00 
ATOM 1443 HA PROA 98 132.859 -7.746 22.261 1.00 0.00 
ATOM 1444 1HB PROA 98 131.767 -8.720 24.548 1.00 0.00 
ATOM 1445 2HB PROA 98 132.560 -7.142 24.459 1.00 0.00 
ATOM 1446 1HG PROA 98 129.641 -7.804 24.375 1.00 0.00 
ATOM 1447 2HG PROA 98 130.469 -6.504 25.254 1.00 0.00 
ATOM 1448 1HD PROA 98 129.171 -6.080 22.917 1.00 0.00 
ATOM 1449 2HD PROA 98 130.617 -5.162 23.386 1.00 0.00 
ATOM 1450 N SERA 99 132.218 -10.012 21.495 1.00 0.00 
ATOM 1451 CA SERA 99 131.868 -11.344 21.017 1.00 0.00 
ATOM 1452 C SERA 99 132.957 -12.352 21.371 1.00 0.00 



ATOM 1438 C 
ATOM 1439 0 
ATOM 1440 CB 
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ATOM 1453 0 SER A 99 132.687 -13.383 21.987 1.00 0.00 
ATOM 1454 CB SER A 99 131.648 -11.324 19.503 1.00 0.00 
ATOM 1455 OG SERA 99 132.444 -10.328 18.884 1.00 0.00 
ATOM 1456 H SERA 99 133.126 -9.673 21.346 1.00 0.00 
ATOM 1457 HA SERA 99 130.950 -11.639 21.502 1.00 0.00 
ATOM 1458 1HB SERA 99 131.914 -12.287 19.091 1.00 0.00 
ATOM 1459 2HB SERA 99 130.608 -11.119 19.296 1.00 0.00 
ATOM 1460 HG SERA 99 131.881 -9.611 18.582 1.00 0.00 
ATOM 1461 N GLY A 100 134.190 -12.047 20.978 1.00 0.00 
ATOM 1462 CA GLY A 100 135.300 -12.936 21.263 1.00 0.00 
ATOM 1463 C GLY A 100 135.839 -12.759 22.670 1.00 0.00 
ATOM 1464 0 GLY A 100 135.168 -12.182 23.525 1.00 0.00 
ATOM 1465 H GLY A 100 134.346 -11.212 20.491 1.00 0.00 
ATOM 1466 1HA GLY A 100 134.970 -13.957 21.141 1.00 0.00 
ATOM 1467 2HA GLY A 100 136.095 -12.740 20.557 1.00 0.00 
ATOM 1468 N PRO A 101 137.062 -13.248 22.942 1.00 0.00 
ATOM 1469 CA PRO A 101 137.680 -13.133 24.267 1.00 0.00 
ATOM 1470 C PRO A 101 138.074 -11.697 24.600 1.00 0.00 
ATOM 1471 0 PRO A 101 137.812 -11.210 25.698 1.00 0.00 
ATOM 1472 CB PRO A 101 138.926 -14.015 24.156 1.00 0.00 
ATOM 1473 CG PRO A 101 139.252 -14.029 22.703 1.00 0.00 
ATOM 1474 CD PRO A 101 137.934 -13.949 21.982 1.00 0.00 
ATOM 1475 HA PRO A 101 137.032 -13.516 25.041 1.00 0.00 
ATOM 1476 1HB PRO A 101 139.728 -13.586 24.738 1.00 0.00 
ATOM 1477 2HB PRO A 101 138.701 -15.007 24.519 1.00 0.00 
ATOM 1478 1HG PRO A 101 139.867 -13.176 22.456 1.00 0.00 
ATOM 1479 2HG PRO A 101 139.762 -14.947 22.450 1.00 0.00 
ATOM 1480 1HD PRO A 101 138.037 -13.382 21.069 1.00 0.00 
ATOM 1481 2HD PRO A 101 137.558 -14.940 21.773 1.00 0.00 
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ATOM 1482 N SER A 102 138.704 -11.024 23.642 1.00 0.00 

ATOM 1483 CA SER A 102 139. 133 -9.644 23.833 1.00 0.00 

ATOM 1484 C SERA 102 139.033 -8.858 22.530 1.00 0.00 

ATOM 1485 0 SER A 102 140.038 -8.608 21.865 1.00 0.00 

ATOM 1486 CB SER A 102 140. 569 -9.602 24.359 1.00 0.00 

ATOM 1487 OG SER A 102 140.652 -10.160 25.659 1.00 0.00 

ATOM 1488 H SER A 102 138.885 -11.467 22.786 1.00 0.00 

ATOM 1489 HA SER A 102 138.479 -9.192 24.564 1.00 0.00 

ATOM 1490 1HB SER A 102 141.209 -10.168 23.699 1.00 0.00 



ATOM 1491 


2HB 


SER A 102 140. 907 


-8. 577 


24.398 1.00 0.00 


ATOM 1492 


HG 


SER A 102 140. 083 


-9.667 


26.256 1.00 0.00 


ATOM 1493 


N 


SER A 103 137. 813 


-8.469 


22.171 1.00 0.00 


ATOM 1494 


CA 


SER A 103 137. 575 


-7.710 


20.947 1.00 0.00 


ATOM 1495 


C 


SER A 103 137.853 


-8. 562 


19.712 1.00 0.00 


ATOM 1496 


0 


SER A 103 136. 932 


-8.955 


18.997 1.00 0.00 


ATOM 1497 


CB 


SER A 103 138.444 


-6.450 


20.921 1.00 0.00 


ATOM 1498 


OG 


SER A 103 137.703 


-5.328 


20.472 1.00 0.00 


ATOM 1499 


H 


SER A 103 137.051 


-8.699 


22.744 1.00 0.00 


ATOM 1500 


HA 


SER A 103 136. 535 


-7.417 


20.938 1.00 0.00 


ATOM 1501 


1HB 


SER A 103 138. 809 


-6. 246 


21.917 1.00 0.00 


ATOM 1502 


2HB 


SER A 103 139.280 


-6.603 


20.256 1.00 0.00 


ATOM 1503 


HG 


SER A 103 137.240 


-5.554 


19.662 1.00 0.00 


ATOM 1504 


N 


GLY A 104 139. 130 


-8.843 


19.468 1.00 0.00 


ATOM 1505 


CA 


GLY A 104 139. 505 


-9.647 


18.319 1.00 0.00 


ATOM 1506 


C 


GLY A 104 140. 109 


-8.818 


17.205 1.00 0.00 


ATOM 1507 


0 


GLY A 104 141.142 


-8. 158 


17.448 1.00 0,00 


ATOM 1508 


OXT 


GLY A 104 139. 552 


-8.828 


16.087 1.00 0.00 


ATOM 1509 


H 


GLY A 104 139.822 


-8.504 


20.073 1.00 0.00 


ATOM 1510 


1HA 


GLY A 104 140.225 


-10.388 


18.633 1.00 0.00 
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ATOM 1511 2HA GLY A 104 138.626 -10.150 17.943 1.00 0.00 

TER 1512 GLY A 104 

ENDMDL 



[0 10 0] 



^mmm 












ATOM 1 


N 


GLY A 


1 125.212 


27. 334 


-8.433 1.00 0.00 


ATOM 2 


CA 


GLY A 


1 126.127 


26. 226 


-8.041 1.00 0.00 


ATOM 3 


C 


GLY A 


1 126.734 


25. 523 


-9.238 1.00 0.00 


ATOM 4 


0 


GLY A 


1 126.538 


24.322 


-9.426 1.00 0.00 


ATOM 5 


1H 


GLY A 


1 125.466 


27. 688 


-9.377 1.00 0.00 


ATOM 6 


2H 


GLY A 


1 125.283 


28.114 


-7.751 1.00 0.00 


ATOM 7 


3H 


GLY A 


1 124.229 


26.994 


-8.455 1.00 0.00 


ATOM 8 


1HA 


GLY A 


1 126.923 


26. 630 


-7.432 1.00 0.00 


ATOM 9 


2HA 


GLY A 


1 125.572 


25. 506 


-7.457 1.00 0.00 


ATOM 10 


N 


SER A 


2 127.472 


26.272 


-10.049 1.00 0.00 


ATOM 11 


CA 


SER A 


2 128.110 


25.713 


-11.236 1.00 0.00 


ATOM 12 


C 


SER A 


2 129.203 


24. 723 


-10.851 1.00 0.00 


ATOM 13 


0 


SER A 


2 129.120 


23. 536 


-11.169 1.00 0.00 


ATOM 14 


CB 


SER A 


2 128.700 


26.831 


-12.098 1.00 0.00 


ATOM 15 


OG 


SER A 


2 127.762 


27. 284 


-13.059 1.00 0.00 


ATOM 16 


H 


SER A 


2 127.592 


27. 223 


-9.846 1.00 0.00 


ATOM 17 


HA 


SER A 


2 127.354 


25. 193 


-11.805 1.00 0.00 


ATOM 18 


1HB 


SER A 


2 128.978 


27. 662 


-11.466 1.00 0.00 


ATOM 19 


2HB 


SER A 


2 129.575 


26. 461 


-12.613 1.00 0.00 


ATOM 20 


HG 


SER A 


2 127.770 


28. 243 


-13.087 1.00 0.00 


ATOM 21 


N 


SER A 


3 130.228 


25. 217 


-10.164 1.00 0.00 


ATOM 22 


CA 


SER A 


3 131.338 


24. 374 


-9.734 1.00 0.00 


ATOM 23 


C 


SER A 


3 130.855 


23.274 


-8.795 1.00 0.00 
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ATOM 24 


0 


SER A 


3 130.082 


23. 528 


-7.871 1.00 0.00 


ATOM 25 


CB 


SER A 


3 132.408 


25. 220 


-9.040 1.00 0.00 


ATOM 26 


OG 


SER A 


3 132.727 


26.369 


-9.806 1.00 0.00 


ATOM 27 


H 


SER A 


3 130.237 


26. 171 


-9.939 1.00 0.00 


ATOM 28 


HA 


SER A 


3 131.767 


23.918 ■ 


-10.613 1.00 0.00 


ATOM 29 


1HB 


SER A 


3 132.043 


25. 537 


-8.075 1.00 0.00 


ATOM 30 


2HB 


SER A 


3 133.302 


24.629 


-8.910 1.00 0.00 


ATOM 31 


HG 


SER A 


3 132.091 


27. 063 


-9.621 1.00 0.00 


ATOM 32 


N 


GLY A 


4 131.315 


22.051 


-9.038 1.00 0.00 


ATOM 33 


CA 


GLY A 


4 130.919 


20. 931 


-8.206 1.00 0.00 


ATOM 34 


C 


GLY A 


4 130.532 


19.711 


-9.020 1.00 0.00 


ATOM 35 


0 


GLY A 


4 129.678 


19.791 


-9.902 1.00 0.00 


ATOM 36 


H 


GLY A 


4 131.929 


21.908 


-9.789 1.00 0.00 


ATOM 37 


1HA 


GLY A 


4 131.742 


20.670 


-7.557 1.00 0.00 



ATOM 38 


2HA 


GLY A 


4 130.076 


21.227 


-7.599 1.00 0.00 


ATOM 39 


N 


SER A 


5 131.165 


18. 580 


-8.724 1.00 0.00 


ATOM 40 


CA 


SER A 


5 130.883 


17.339 


-9.436 1.00 0.00 


ATOM 41 


C 


SER A 


5 129.775 


16. 553 


-8.741 1.00 0.00 


ATOM 42 


0 


SER A 


5 129.529 


16.730 


-7.548 1.00 0.00 


ATOM 43 


CB 


SER A 


5 132.147 


16.483 


-9.532 1.00 0.00 


ATOM 44 


OG 


SER A 


5 132.417 


15. 830 


-8.304 1.00 0.00 


ATOM 45 


H 


SER A 


5 131.837 


18. 580 


-8.011 1.00 0.00 


ATOM 46 


HA 


SER A 


5 130.555 


17. 595 


-10.432 1.00 0.00 


ATOM 47 


1HB 


SER A 


5 132.015 


15.736 


-10.300 1.00 0.00 


ATOM 48 


2HB 


SER A 


5 132.987 


17.113 


-9.784 1.00 0.00 


ATOM 49 


HG 


SER A 


5 132.762 


14. 951 


-8.477 1.00 0.00 


ATOM 50 


N 


SER A 


6 129.109 


15. 685 


-9.496 1.00 0.00 


ATOM 51 


CA 


SER A 


6 128.028 


14.872 


-8.952 1.00 0.00 


ATOM 52 


C 


SER A 


6 128.579 


13.712 


-8. 129 1.00 0.00 
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ATOM 53 
ATOM 54 
ATOM 55 
ATOM 56 
ATOM 57 
ATOM 58 
ATOM 59 
ATOM 60 
ATOM 61 
ATOM 62 
ATOM 63 
ATOM 64 
ATOM 65 
ATOM 66 
ATOM 67 
ATOM 68 
ATOM 69 
ATOM 70 
ATOM 71 
ATOM 72 
ATOM 73 
ATOM 74 
ATOM 75 
ATOM 76 
ATOM 77 
ATOM 78 
ATOM 79 
ATOM 80 
ATOM 81 



0 SER A 
CB SER A 



OG 
H 



SER A 
SER A 



HA SER A 

1HB SER A 

2HB SER A 

HG SER A 

N GLY A 

CA GLY A 



C 
0 
H 



GLY A 
GLY A 
GLY A 



1HA GLY A 

2HA GLY A 

N LEU A 

CA LEU A 

C LEU A 

0 LEU A 

CB LEU A 

CG LEU A 

CD1 LEU A 

CD2 LEU A 

H LEU A 

HA LEU A 

1HB LEU A 

2HB LEU A 

HG LEU A 
1HD1 LEU A 



6 129.231 
6 127.146 
6 126.755 
6 129.352 
6 127.431 
6 127.695 
6 126.260 

6 127.535 

7 128.313 
7 128.790 
7 127.664 
7 127.124 
7 127.788 
7 129.481 

7 129.308 

8 127.309 
8 126.240 
8 126.566 
8 125.679 
8 126.012 
8 125.799 
8 126.357 
8 124.323 
8 127.778 
8 125.338 
8 126.869 
8 125.141 
8 126.328 
8 125.688 



12.814 -8.662 1.00 0.00 
14.337 -10.081 1.00 0.00 
15.378 -10.960 1.00 0.00 
15.588 -10.440 1.00 0.00 
15.502 -8.309 1.00 0.00 
13.597 -10.644 1.00 0.00 
13.885 -9.661 1.00 0.00 
15.778 -11.351 1.00 0.00 
13.737 -6.827 1.00 0.00 
12.683 -5.952 1.00 0.00 
11.816 -5.421 1.00 0.00 
12.079 -4.346 1.00 0.00 
14.478 -6.458 1.00 0.00 
12.060 -6.499 1.00 0.00 
13.130 -5.116 1.00 0.00 
10.783 -6.177 1.00 0.00 
9.875 -5.777 1.00 0.00 
9.201 -4.447 1.00 0.00 
8.948 -3.633 1.00 0.00 
8.815 -6.857 1.00 0.00 
9.364 -8.267 1.00 0.00 
8.401 -9.305 1.00 0.00 
9.626 -8.520 1.00 0.00 
10.626 -7.023 1.00 0.00 
10.456 -5.659 1.00 0.00 
8.158 -6.872 1.00 0.00 
8.237 -6.585 1.00 0.00 
10.302 -8.366 1.00 0.00 
7.560 -9.412 1.00 0.00 
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ATOM 82 


2HD1 LEU A 


8 127.328 


8.051 


-8.985 1.00 0.00 


ATOM 83 


3HD1 LEU A 


8 126.453 


8.909 - 


10.253 1.00 0.00 


ATOM 84 


1HD2 LEU A 


8 124.119 


9.548 


-9.578 1.00 0.00 


ATOM 85 


2HD2 LEU A 


8 124.069 


10.618 


-8.177 1.00 0.00 


ATOM 86 


3HD2 LEU A 


8 123.731 


8.897 


-7.986 1.00 0.00 


ATOM 87 


N 


ALA A 


9 127.846 


8.913 


-4.236 1.00 0.00 


ATOM 88 


CA 


ALA A 


9 128.291 


8.269 


-3.007 1.00 0.00 


ATOM 89 


C 


ALA A 


9 129.810 


8.310 


-2.884 1.00 0.00 


ATOM 90 


0 


ALA A 


9 130.425 


7.393 


-2.339 1.00 0.00 


ATOM 91 


CB 


ALA A 


9 127.794 


6.833 


-2.955 1.00 0.00 


ATOM 92 


H 


ALA A 


9 128.507 


9.141 


-4.924 1.00 0.00 


ATOM 93 


HA 


ALA A 


9 127.858 


8.805 


-2.175 1.00 0.00 


ATOM 94 


1HB 


ALA A 


9 128.506 


6.225 


-2.415 1.00 0.00 


ATOM 95 


2HB 


ALA A 


9 127.686 


6.452 


-3.960 1.00 0.00 


ATOM 96 


3HB 


ALA A 


9 126.839 


6.800 


-2.452 1.00 0.00 


ATOM 97 


N 


MET A 


10 130.412 


9.381 


-3.394 1.00 0.00 


ATOM 98 


CA 


MET A 


10 131.861 


9.542 


-3.341 1.00 0.00 


ATOM 99 


C 


MET A 


10 132.281 


10.879 


-3.949 1.00 0.00 


ATOM 100 


0 


MET A 


10 132.849 


10.924 


-5.041 1.00 0.00 


ATOM 101 


CB 


MET A 


10 132.550 


8.392 


-4.080 1.00 0.00 


ATOM 102 


CG 


MET A 


10 131.913 


8.058 


-5.419 1.00 0.00 


ATOM 103 


SD 


MET A 


10 132.616 


6.579 


-6.173 1.00 0.00 


ATOM 104 


CE 


MET A 


10 132.892 


7. 152 


-7.847 1.00 0.00 


ATOM 105 


H 


MET A 


10 129.868 


10.079 


-3.816 1.00 0.00 


ATOM 106 


HA 


MET A 


10 132.159 


9.522 


-2.304 1.00 0.00 


ATOM 107 


1HB 


MET A 


10 133.582 


8.658 


-4.253 1.00 0.00 


ATOM 108 


2HB 


MET A 


10 132.515 


7. 509 


-3.459 1.00 0.00 


ATOM 109 


1HG 


MET A 


10 130.855 


7.900 


-5.270 1.00 0.00 


ATOM 110 


2HG 


MET A 


10 132.060 


8.892 


-6.089 1.00 0.00 
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ATOM 111 1HE MET A 10 133.578 7.985 -7.834 1.00 0.00 

ATOM 112 2HE MET A 10 131.954 7.464 -8.2811.00 0.00 

ATOM 113 3HE MET A 10 133.312 6.350 -8.437 1.00 0.00 

ATOM 114 N PROA 11 132.008 11.991 -3.245 1.00 0.00 

ATOM 115 CA PROA 11 132.361 13.332 -3.719 1.00 0.00 

ATOM 116 C PROA 11 133.857 13.483 -3.993 1.00 0.00 

ATOM 117 0 PROA 11 134.251 14.000 -5.038 1.00 0.00 

ATOM 118 CB PROA 11 131.929 14.253 -2.573 1.00 0.00 

ATOM 119 CG PROA 11 130.928 13.466 -1.798 1.00 0.00 

ATOM 120 CD PROA 11 131.334 12.027 -1.935 1.00 0.00 

ATOM 121 HA PROA 11 131.811 13.588 -4.613 1.00 0.00 

ATOM 122 1HB PROA 11 132.788 14.507 -1.969 1.00 0.00 

ATOM 123 2HB PROA 11 131.492 15.154 -2.979 1.00 0.00 

ATOM 124 1HG PROA 11 130.950 13.764 -0.761 1.00 0.00 

ATOM 125 2HG PROA 11 129.942 13.618 -2.212 1.00 0.00 

ATOM 126 1HD PROA 11 132.014 11.749 -1.144 1.00 0.00 

ATOM 127 2HD PROA 11 130.465 11.386 -1.931 1.00 0.00 

ATOM 128 N PROA 12 134.718 13.035 -3.058 1.00 0.00 

ATOM 129 CA PROA 12 136.168 13.131 -3.217 1.00 0.00 

ATOM 130 C PROA 12 136.731 12.015 -4.090 1.00 0.00 

ATOM 131 0 PROA 12 137.651 12.234 -4.879 1.00 0.00 

ATOM 132 CB PRO A 12 136.677 12.999 -1.785 1.00 0.00 

ATOM 133 CG PROA 12 135.676 12.124 -1.112 1.00 0.00 

ATOM 134 CD PROA 12 134.349 12.402 -1.774 1.00 0.00 

ATOM 135 HA PROA 12 136.461 14.089 -3.621 1.00 0.00 

ATOM 136 1HB PROA 12 137.659 12.549 -1.788 1.00 0.00 

ATOM 137 2HB PROA 12 136.720 13.974 -1.323 1.00 0.00 
ATOM 138 1HG PROA 12 135.949 11.087 -1.246 1.00 0.00 
ATOM 139 2HG PROA 12 135.627 12.365 -0.061 1.00 0.00 
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ATOM 140 
ATOM 141 
ATOM 142 
ATOM 143 
ATOM 144 
ATOM 145 
ATOM 146 
ATOM 147 
ATOM 148 
ATOM 149 
ATOM 150 
ATOM 151 
ATOM 152 
ATOM 153 
ATOM 154 
ATOM 155 
ATOM 156 
ATOM 157 
ATOM 158 
ATOM 159 
ATOM 160 
ATOM 161 
ATOM 162 
ATOM 163 
ATOM 164 
ATOM 165 
ATOM 166 
ATOM 167 
ATOM 168 



1HD PROA 12 133.815 11.479 -1.940 1.00 0.00 
2HD PROA 12 133.761 13.074 -1.167 1.00 0.00 



N GLYA 13 136.173 10.818 -3.944 1.00 0.00 

CA GLYA 13 136.632 9.684 -4.726 1.00 0.00 

C GLYA 13 136.975 8.487 -3.862 1.00 0.00 

0 GLYA 13 137.982 7.818 -4.091 1.00 0.00 

H GLYA 13 135.443 10.703 -3.300 1.00 0.00 



1HA GLY A 13 135. 855 

2HA GLY A 13 137. 510 

N ASN A 14 136. 136 

ASN A 14 136. 356 

ASN A 14 135. 123 

ASN A 14 133. 991 



9.402 -5.421 1.00 0.00 
9.976 -5.283 1.00 0.00 
8.216 -2.867 1.00 0.00 
7.092 -1.966 1.00 0.00 
6.196 -1.901 1.00 0.00 
6.673 -1.989 1.00 0.00 



CA 
C 
0 

CB ASN A 14 136.708 7.595 -0.565 1.00 0.00 
CG ASN A 14 138.013 8.366 -0.540 1.00 0.00 



0D1 ASN A 14 138.027 
ND2 ASN A 14 139. 119 



9.590 -0.676 1.00 0.00 
7.653 -0.365 1.00 0.00 



H ASN A 14 135.350 8.787 -2.737 1.00 0.00 
HA ASN A 14 137.185 6.515 -2.350 1.00 0.00 



8.245 -0.214 1.00 0.00 

6.751 0.102 1.00 0.00 

6.682 -0.263 1.00 0.00 

8.127 -0.344 1.00 0.00 

4.896 -1.747 1.00 0.00 

3.933 -1.670 1.00 0.00 

SERA 15 133.351 4.234 -0.480 1.00 0.00 

SERA 15 132.125 4.183 -0.592 1.00 0.00 

2.511 -1.559 1.00 0.00 

1.569 -1.395 1.00 0.00 



1HB ASN A 14 135.920 

2KB ASN A 14 136.797 

1HD2 ASN A 14 139. 032 

2HD2 ASN A 14 139.977 

N SER A 15 135.349 

CA SER A 15 134. 257 
C 
0 

CB SER A 15 134.808 

OG SER A 15 133.762 
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ATOM 169 


H 


SER A 


15 136.274 


4.576 


1 (iqq 1 a a a a a 
— l.boo l.UU U. UU 


ATOM 170 


HA 


SER A 


15 133.678 


4.015 


O C7Q 1 AA A AA 
-Z. two 1- UU U. UU 


ATOM 171 


1HB 


SER A 


15 135.357 


2.269 


o AC£ 1 AA A A A 

-2. 45b 1. UU U. UU 


ATOM 172 


2HB 


SER A 


15 135.469 


2.450 


A 7AC 1 AA A AA 

-0. 7U5 1. UU U. UU 


ATOM 173 


HG 


SER A 


15 133.843 


0.882 


O A/21 1 A A A A A 

-2. Uol l.UU u.uu 


ATOM 174 


N 


HIS A 


16 133.961 


4.548 


a mn i AA A AA 

0, 657 1. UU U. UU 


ATOM 175 


CA 


HIS A 


16 133.209 


4. 857 


i oro i A A A A A 

1. 8oo 1- UU U. UU 


ATOM 176 


C 


HIS A 


16 134.054 


5.675 


O OOA 1 AA A AA 

2. ooy l. uu u. uu 


ATOM 177 


0 


HIS A 


16 133.627 


6.726 


3.317 1.00 0.00 


ATOM 178 


CB 


HIS A 


16 132.738 


3.568 


2.544 1.00 0.00 


ATOM 179 


CG 


HIS A 


16 131.347 


3.167 


2.163 1.00 0.00 


ATOM 180 


ND1 


HIS A 


16 130.235 


3.926 


2.465 1.00 0.00 



ATOM 181 CD2 HIS A 16 130.889 2.079 1.500 1.00 0.00 

ATOM 182 CE1 HIS A 16 129.154 3.321 2.004 1.00 0.00 

ATOM 183 NE2 HIS A 16 129.523 2.200 1.414 1.00 0.00 

ATOM 184 H HIS A 16 134.940 4.572 0.684 1.00 0.00 

ATOM 185 HA HIS A 16 132.346 5.439 1.582 1.00 0.00 

ATOM 186 1HB HIS A 16 133.402 2.762 2.269 1.00 0.00 

ATOM 187 2HB HIS A 16 132.765 3.700 3.616 1.00 0.00 

ATOM 188 HD1 HIS A 16 130.238 4.780 2.945 1.00 0.00 

ATOM 189 HD2 HIS A 16 131.487 1.267 1.110 1.00 0.00 

ATOM 190 HE1 HIS A 16 128.141 3.684 2.094 1.00 0.00 

ATOM 191 HE2 HIS A 16 128.912 1.519 1.063 1.00 0.00 

ATOM 192 N GLYA 17 135.256 5.187 3.127 1.00 0.00 

ATOM 193 CA GLY A 17 136.143 5.884 4.039 1.00 0.00 

ATOM 194 C GLY A 17 137.538 5.294 4.059 1.00 0.00 

ATOM 195 0 GLY A 17 138.056 4.942 5.119 1.00 0.00 

ATOM 196 H GLY A 17 135.544 4.345 2.716 1.00 0.00 

ATOM 197 1HA GLY A 17 136.206 6.921 3.740 1.00 0.00 
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ATOM 198 
ATOM 199 
ATOM 200 
ATOM 201 
ATOM 202 
ATOM 203 
ATOM 204 
ATOM 205 
ATOM 206 
ATOM 207 
ATOM 208 
ATOM 209 
ATOM 210 
ATOM 211 
ATOM 212 
ATOM 213 
ATOM 214 
ATOM 215 
ATOM 216 
ATOM 217 
ATOM 218 
ATOM 219 
ATOM 220 
ATOM 221 
ATOM 222 
ATOM 223 
ATOM 224 
ATOM 225 
ATOM 226 



2HA GLY A 
N LEU A 
CA LEU A 
C LEU A 
0 LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLU A 



CA 
C 
0 
CB 
CG 
CD 



GLU A 
GLU A 
GLU A 
GLU A 
GLU A 
GLU A 
0E1 GLU A 
0E2 GLU A 



17 135.728 

18 138.149 
18 139.492 
18 140.541 
18 140.936 
18 139.758 
18 138.859 
18 138.767 
18 139.378 
18 137.684 
18 139.558 
18 139.624 
18 140.784 
18 137.863 
18 139.705 
18 137.975 
18 138.559 
18 139.928 
18 140.029 

18 138.546 

19 140.986 
19 141.989 
19 143.037 
19 142.979 
19 141.325 
19 140.463 
19 139.402 
19 139.434 
19 138.541 



5.835 5.036 1.00 0.00 
5.184 2.883 1.00 0.00 
4.631 2.770 1.00 0.00 
5.657 3.188 1.00 0.00 
6.512 2.396 1.00 0.00 
4.170 1.335 1.00 0.00 
3.033 0.845 1.00 0.00 
3.043 -0.673 1.00 0.00 
1.691 1.341 1.00 0.00 
5.482 2.074 1.00 0.00 
3.778 3.429 1.00 0.00 
5.016 0.677 1.00 0.00 
3.841 1.268 1.00 0.00 
3.174 1.239 1.00 0.00 
3.382 -1.088 1.00 0.00 
3.707 -0.982 1.00 0.00 
2.043 -1.028 1.00 0.00 
1.837 2.260 1.00 0.00 
1.260 0.596 1.00 0.00 
1.028 1.521 1.00 0.00 
5.564 4.436 1.00 0.00 
6.485 4.959 1.00 0.00 
5.739 5.779 1.00 0.00 
4.517 5.913 1.00 0.00 
7.562 5.819 1.00 0.00 
7.001 6.937 1.00 0.00 
7.979 7.402 1.00 0.00 
8.369 8.589 1.00 0.00 
8. 356 6. 581 1. 00 0. 00 
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ATOM 227 


H 


GLU A 


19 140.633 


4.861 


5.019 1.00 0.00 


ATOM 228 


HA 


GLU A 


19 142.476 


6.957 


4.119 1.00 0.00 


ATOM 229 


1HB 


GLU A 


19 142.094 


8.179 


6.260 1.00 0.00 


ATOM 230 


2HB 


GLU A 


19 140.701 


8.176 


5.186 1.00 0.00 


ATOM 231 


1HG 


GLU A 


19 139.974 


6.106 


6.584 1.00 0.00 


ATOM 232 


2HG 


GLU A 


19 141.098 


6.756 


7.776 1.00 0.00 


ATOM 233 


N 


VAL A 


20 143.994 


6.483 


6.324 1.00 0.00 


ATOM 234 


CA 


VAL A 


20 145.055 


5.891 


7.131 1.00 0.00 


ATOM 235 


C 


VAL A 


20 144.481 


5.136 


8.326 1.00 0.00 


ATOM 236 


0 


VAL A 


20 143.631 


5.653 


9.050 1.00 0.00 


ATOM 237 


CB 


VAL A 


20 146.037 


6.964 


7.639 1.00 0.00 


ATOM 238 


CGI 


VAL A 


20 147.209 


6.320 


8.365 1.00 0.00 


ATOM 239 


CG2 


VAL A 


20 146.525 


7.828 


6.485 1.00 0.00 


ATOM 240 


H 


VAL A 


20 143.987 


7.452 


6.181 1.00 0.00 


ATOM 241 


HA 


VAL A 


20 145.601 


5. 198 


6.508 1.00 0.00 


ATOM 242 


HB 


VAL A 


20 145.515 


7.600 


8.339 1.00 0.00 


ATOM 243 


1HG1 VAL A 


20 148.077 


6.958 


8.284 1.00 0.00 


ATOM 244 


2HG1 VAL A 


20 147.425 


5.361 


7.919 1.00 0.00 


ATOM 245 


3HG1 VAL A 


20 146.957 


6.185 


9.406 1.00 0.00 



ATOM 246 1HG2 VAL A 20 145.737 8.499 6.179 1.00 0.00 

ATOM 247 2HG2 VAL A 20 146.802 7.196 5.655 1.00 0.00 

ATOM 248 3HG2VALA 20 147.384 8.402 6.803 1.00 0.00 

ATOM 249 N GLY A 21144.950 3.908 8.525 1.00 0.00 

ATOM 250 CA GLY A 21 144.472 3.102 9.631 1.00 0.00 

ATOM 251 C GLY A 21143.364 2.152 9.2211.00 0.00 

ATOM 252 0 GLY A 21143.223 1.069 9.789 1.00 0.00 

ATOM 253 H GLY A 21 145.627 3.547 7.913 1.00 0.00 

ATOM 254 1HA GLY A 21145.296 2.526 10.025 1.00 0.00 

ATOM 255 2HA GLY A 21144.102 3.757 10.406 1.00 0.00 
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ATOM 256 
ATOM 257 
ATOM 258 
ATOM 259 
ATOM 260 
ATOM 261 
ATOM 262 
ATOM 263 
ATOM 264 
ATOM 265 
ATOM 266 
ATOM 267 
ATOM 268 
ATOM 269 
ATOM 270 
ATOM 271 
ATOM 272 
ATOM 273 
ATOM 274 
ATOM 275 
ATOM 276 
ATOM 277 
ATOM 278 
ATOM 279 
ATOM 280 
ATOM 281 
ATOM 282 
ATOM 283 
ATOM 284 



N SER A 
CA SER A 



H 



C SER A 

0 SER A 

CB SER A 

OG SER A 
SER A 

HA SER A 

1HB SER A 

2HB SER A 

HG SER A 

N LEU A 

CA LEU A 



C 
0 
CB 
CG 



LEU A 
LEU A 
LEU A 
LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 



22 142.573 
22 141.471 
22 141.972 
22 142.811 
22 140.417 
22 139.648 
22 142.735 
22 141.024 
22 140.907 
22 139.756 

22 140.233 

23 141.454 
23 141.848 
23 141.271 
23 140.212 
23 141.386 
23 142.034 
23 141.095 
23 143.354 
23 140.789 
23 142.926 
23 140.316 
23 141.602 
23 142.239 
23 140.088 
23 141.402 
23 141.125 
23 143.989 
23 143.843 



2.559 8.232 1.00 0.00 

1.736 7.747 1.00 0.00 

0.673 6.775 1.00 0.00 

0.948 5.916 1.00 0.00 

2.611 7.066 1.00 0.00 

3.320 8.022 1.00 0.00 

3.432 7.820 1.00 0.00 

1.246 8.598 1.00 0.00 

3.322 6.417 1.00 0.00 

1.986 6.482 1.00 0.00 

3.756 8.644 1.00 0.00 

-0.542 6.915 1.00 0.00 

-1.647 6.049 1.00 0.00 

-1.474 4.649 1.00 0.00 
-0.873 4.474 1.00 0.00 
-2.979 6.644 1.00 0.00 
-3.354 7.977 1.00 0.00 
-4.216 8.805 1.00 0.00 
-4.074 7.743 1.00 0.00 
-0.700 7.620 1.00 0.00 
-1.648 5.984 1.00 0.00 
-2.931 6.788 1.00 0.00 
-3.761 5.932 1.00 0.00 
-2.452 8.537 1.00 0.00 
-3.834 8.720 1.00 0.00 
-4.193 9.840 1.00 0.00 
-5.232 8.442 1.00 0.00 
-3.950 8.607 1.00 0.00 
-3.657 6.874 1.00 0.00 
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ATOM 285 
ATOM 286 
ATOM 287 
ATOM 288 
ATOM 289 
ATOM 290 
ATOM 291 
ATOM 292 
ATOM 293 
ATOM 294 
ATOM 295 
ATOM 296 
ATOM 297 
ATOM 298 
ATOM 299 
ATOM 300 
ATOM 301 
ATOM 302 
ATOM 303 
ATOM 304 
ATOM 305 
ATOM 306 
ATOM 307 
ATOM 308 
ATOM 309 
ATOM 310 
ATOM 311 
ATOM 312 
ATOM 313 



3HD2 LEU A 23 143.167 - 



•5. 125 

N ALA A 24 141.975 -2.007 
CA ALA A 24 141.532 -1.911 
C ALA A 24 142.129 -3.030 
0 ALA A 24 142.995 -3.774 
CB ALA A 24 141.902 -0.554 
H ALA A 24 142.811 -2.474 
HA ALA A 24 140.455 -1.999 
1HB ALA A 24 142. 966 -0. 395 
2HB ALA A 24 141.367 0.221 
3HB ALA A 24 141.638 -0.525 
N GLU A 25 141. 660 -3. 144 
CA GLU A 25 142. 147 -4. 174 
C GLU A 25 142.482 -3.580 
0 GLU A 25 141.969 -2.524 
CB GLU A 25 141.105 -5.282 
CG GLU A 25 141.622 -6.505 
CD GLU A 25 140.539 -7.537 
0E1 GLU A 25 139.448 -7.152 
0E2 GLU A 25 140.785 -8.732 
H GLU A 25 140.969 -2.522 
HA GLU A 25 143.047 -4.594 
1HB GLU A 25 140.778 -5.594 
2HB GLU A 25 140.258 -4.890 
1HG GLU A 25 142. 022 -6. 190 
2HG GLU A 25 142.407 -6.960 
N VAL A 26 143.346 -4.266 
CA VAL A 26 143.749 -3.806 
C VAL A 26 143.397 -4.834 



7.581 1.00 0.00 
3.654 1.00 0.00 
2.269 1.00 0.00 
1.423 1.00 0.00 
1.883 1.00 0.00 
1.689 1.00 0.00 
3.858 1.00 0.00 
2.256 1.00 0.00 
1.797 1.00 0.00 
2.216 1.00 0.00 
0.642 1.00 0.00 
0.185 1.00 0.00 
-0.726 1.00 0.00 
-2.090 1.00 0.00 
-2.461 1.00 0.00 
-0.880 1.00 0.00 
-1.622 1.00 0.00 
-1.869 1.00 0.00 
-2.336 1.00 0.00 
-1.597 1.00 0.00 
-0.124 1.00 0.00 
-0.299 1.00 0.00 
0.100 1.00 0.00 
-1.424 1.00 0.00 
-2.575 1.00 0.00 
-1.035 1.00 0.00 
-2.833 1.00 0.00 
-4.157 1.00 0.00 
-5.227 1.00 0.00 
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ATOM 314 
ATOM 315 
ATOM 316 
ATOM 317 
ATOM 318 
ATOM 319 
ATOM 320 
ATOM 321 
ATOM 322 
ATOM 323 
ATOM 324 
ATOM 325 
ATOM 326 
ATOM 327 
ATOM 328 
ATOM 329 
ATOM 330 
ATOM 331 
ATOM 332 
ATOM 333 
ATOM 334 
ATOM 335 
ATOM 336 
ATOM 337 
ATOM 338 
ATOM 339 
ATOM 340 
ATOM 341 
ATOM 342 



0 VAL A 
CB VAL A 
CGI VAL A 
CG2 VAL A 
H VAL A 
HA VAL A 
HB VAL A 
1HG1 VAL A 
2HG1 VAL A 
3HG1 VAL A 
1HG2 VAL A 
2HG2 VAL A 
3HG2 VAL A 
N LYS A 
CA LYS A 
C LYS A 
0 LYS A 
CB LYS A 
CG LYS A 
CD LYS A 
CE LYS A 
NZ LYS A 
H LYS A 
HA LYS A 



1HB LYS A 

2HB LYS A 

1HG LYS A 

2HG LYS A 

1HD LYS A 



26 143.403 
26 145.261 
26 145.630 
26 145.688 
26 143.721 
26 143.221 
26 145.788 
26 144.767 
26 145.957 
26 146.427 
26 145.118 
26 146.740 

26 145.508 

27 143.090 
27 142.735 
27 143.971 
27 144.276 
27 141.708 
27 140.274 
27 139.289 
27 138.175 
27 138.653 
27 143.103 
27 142.297 
27 141.781 
27 141.934 
27 140.171 
27 140.050 
27 138.855 



-6.038 -4.971 1.00 0.00 
-3.520 -4.216 1.00 0.00 
-2.857 -5.534 1.00 0.00 
-2.657 -3.038 1.00 0.00 
-5.100 -2.482 1.00 0.00 
-2.886 -4.366 1.00 0.00 
-4.461 -4.153 1.00 0.00 
-2.343 -5.931 1.00 0.00 
-3.609 -6.236 1.00 0.00 
-2.146 -5.370 1.00 0.00 
-1.739 -3.039 1.00 0.00 
-2.427 -3.122 1.00 0.00 
-3.190 -2.117 1.00 0.00 
-4.350 -6.425 1.00 0.00 
-5.226 -7.536 1.00 0.00 
-5.609 -8.343 1.00 0.00 
-4.991 -9.362 1.00 0.00 
-4.544 -8.443 1.00 0.00 
-4.963 -8.160 1.00 0.00 
-4.199 -9.032 1.00 0.00 
-5.101 -9.536 1.00 0.00 
-6.038 -10.591 1.00 0.00 
-3.380 -6.567 1.00 0.00 
-6.123 -7.123 1.00 0.00 
-3.475 -8.309 1.00 0.00 
-4.786 -9.470 1.00 0.00 
-6.019 -8.360 1.00 0.00 
-4.766 -7. 122 1.00 0.00 
-3.399 -8.451 1.00 0.00 
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ATOM 343 


2HD- 


LYS A 


ATOM 344 


1HE 


LYS A 


ATOM 345 


2HE 


LYS A 


ATOM 346 


1HZ 


LYS A 


ATOM 347 


2HZ 


LYS A 


ATOM 348 


3HZ 


LYS A 


ATOM 349 


N 


GLU A 


ATOM 350 


CA 


GLU A 


ATOM 351 


C 


GLU A 


ATOM 352 


0 


GLU A 


ATOM 353 


CB 


GLU A 


ATOM 354 


CG 


GLU A 


ATOM 355 


CD 


GLU A 


ATOM 356 


0E1 


GLU A 


ATOM 357 


0E2 


GLU A 


ATOM 358 


H 


GLU A 


ATOM 359 


HA 


GLU A 


ATOM 360 


1HB 


GLU A 


ATOM 361 


2HB 


GLU A 


ATOM 362 


1HG 


GLU A 


ATOM 363 


2HG 


GLU A 


ATOM 364 


N 


ASN A 


ATOM 365 


CA 


ASN A 


ATOM 366 


C 


ASN A 


ATOM 367 


0 


ASN A 


ATOM 368 


CB 


ASN A 


ATOM 369 


CG 


ASN A 


ATOM 370 


0D1 


ASN A 


ATOM 371 


ND2 


ASN A 



27 139.818 -3.785 
27 137.790 -5.675 
27 137.388 -4.486 
27 139.312 -5.550 
27 137.849 -6.394 

27 139.145 -6.845 

28 144.679 -6.635 
28 145.883 -7.101 
28 145.850 -8.615 
28 144.881 -9.276 
28 147.129 -6.694 
28 148.209 -6.054 
28 147.852 -4.643 
28 147.828 -4.382 
28 147.598 -3.801 
28 144.386 -7.089 
28 145.915 -6.634 
28 146.842 -5.989 
28 147.548 -7.573 
28 149.127 -6.021 

28 148.355 -6.657 

29 146.918 -9.159 
29 147.013 -10.595 
29 147.022 -11.360 
29 146. 158 -12. 203 
29 148.275 -10.920 
29 147.996 -11.056 
29 147. 912 -12. 164 
29 147.853 -9.925 



-9.879 1.00 0.00 
-8.707 1.00 0.00 
-9.945 1.00 0.00 
11.231 1.00 0.00 
11.145 1.00 0.00 
10.156 1.00 0.00 
-7.880 1.00 0.00 
-8.559 1.00 0.00 
-8.743 1.00 0.00 
-8.371 1.00 0.00 
-7.770 1.00 0.00 
-8.627 1.00 0.00 
-9.054 1.00 0.00 
-10.276 1.00 0.00 
-8.168 1.00 0.00 
-7.063 1.00 0.00 
-9.532 1.00 0.00 
-7.005 1.00 0.00 
-7.299 1.00 0.00 
-8.060 1.00 0.00 
-9.511 1.00 0.00 
-9.319 1.00 0.00 
-9.551 1.00 0.00 
-8.230 1.00 0.00 
-7.987 1.00 0.00 
-10.354 1.00 0.00 
-11.838 1.00 0.00 
-12.367 1.00 0.00 
-12.519 1.00 0.00 
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ATOM 372 


H 


ASN A 


ATOM 373 


HA 


ASN A 


ATOM 374 


1HB 


ASN A 


ATOM 375 


2HB 


ASN A 


ATOM 376 


1HD2 ASN A 


ATOM 377 


2HD2 ASN A 


ATOM 378 


N 


PRO A 


ATOM 379 


CA 


PRO A 


ATOM 380 


C 


PRO A 


ATOM 381 


0 


PRO A 


ATOM 382 


CB 


PRO A 


ATOM 383 


CG 


PRO A 


ATOM 384 


CD 


PRO A 


ATOM 385 


HA 


PRO A 


ATOM 386 


1HB 


PRO A 


ATOM 387 


2HB 


PRO A 


ATOM 388 


1HG 


PRO A 


ATOM 389 


2HG 


PRO A 


ATOM 390 


1HD 


PRO A 


ATOM 391 


2HD 


PRO A 


ATOM 392 


N 


PRO A 


ATOM 393 


CA 


PRO A 


ATOM 394 


C 


PRO A 


ATOM 395 


0 


PRO A 


ATOM 396 


CB 


PRO A 


ATOM 397 


CG 


PRO A 


ATOM 398 


CD 


PRO A 


ATOM 399 


HA 


PRO A 


ATOM 400 


1HB 


PRO A 



29 147.660 
29 146.146 - 
29 148.997 • 
29 148.691 • 
29 147.934 

29 147.672 

30 148.002 
30 148.120 
30 147.114 
30 147.237 
30 149.546 
30 149.829 
30 149.076 
30 148.011 
30 149.593 
30 150.223 
30 149.481 
30 150.890 
30 148.662 

30 149.722 

31 146.100 
31 145.077 
31 145.637 
31 145.647 
31 144.050 
31 144.818 
31 145.872 
31 144.611 
31 143.633 



-8.580 -9.594 1.00 0.00 
-10.896 -10.121 1.00 0.00 
-10.130 -10.214 1.00 0.00 
-11.852 -9.998 1.00 0.00 
-9.078 -12.031 1.00 0.00 
-9.983 -13.480 1.00 0.00 
-11.075 -7.356 1.00 0.00 
-11.741 -6.056 1.00 0.00 
-11.205 -5.038 1.00 0.00 
-10.072 -4.573 1.00 0.00 
-11.404 -5.625 1.00 0.00 
-10.088 -6.263 1.00 0.00 
-10.083 -7.567 1.00 0.00 
-12.810 -6.147 1.00 0.00 
-11.340 -4.546 1.00 0.00 
-12.167 -5.977 1.00 0.00 
-9.289 -5.626 1.00 0.00 
-9.989 -6.444 1.00 0.00 
-9.105 -7.757 1.00 0.00 
-10.382 -8.377 1.00 0.00 
-12.014 -4.676 1.00 0.00 
-11.606 -3.707 1.00 0.00 
-11.476 -2.293 1.00 0.00 
-12.440 -1.529 1.00 0.00 
-12.738 -3.773 1.00 0.00 
-13.920 -4.250 1.00 0.00 
-13.382 -5.177 1.00 0.00 
-10.675 -3.994 1.00 0.00 
-12.906 -2.791 1.00 0.00 
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ATOM 401 2HB PROA 31 143.263 -12.474 -4.464 1.00 0.00 

ATOM 402 1HG PROA 31 145.278 -14.423 -3.411 1.00 0.00 

ATOM 403 2HG PROA 31 144.163 -14.596 -4.779 1.00 0.00 

ATOM 404 1HD PROA 31 146.773 -13.973 -5.109 1.00 0.00 

ATOM 405 2HD PROA 31 145.507 -13.363 -6.193 1.00 0.00 

ATOM 406 N PHE A 32 146.101-10.278 -1.955 1.00 0.00 

ATOM 407 CA PHE A 32 146.662-10.020 -0.634 1.00 0.00 

ATOM 408 C PHE A 32 145.773 -9.069 0.160 1.00 0.00 

ATOM 409 0 PHE A 32 144.803 -8.524 -0.368 1.00 0.00 

ATOM 410 CB PHE A 32 148.070 -9.434 -0.760 1.00 0.00 

ATOM 411 CG PHE A 32 148.162 -8.301 -1.742 1.00 0.00 

ATOM 412 CD1 PHE A 32 148.899 -8.435 -2.907 1.00 0.00 

ATOM 413 CD2 PHE A 32 147.511 -7.102 -1.499 1.00 0.00 

ATOM 414 CE1 PHE A 32 148.985 -7.394 -3.813 1.00 0.00 

ATOM 415 CE2 PHE A 32 147.593 -6.057 -2.400 1.00 0.00 

ATOM 416 CZ PHE A 32 148.331 -6.203 -3.558 1.00 0.00 

ATOM 417 H PHE A 32 146.065 -9.548 -2.609 1.00 0.00 

ATOM 418 HA PHE A 32 146.721 -10.962 -0.109 1.00 0.00 

ATOM 419 1HB PHE A 32 148.386 -9.064 0.204 1.00 0.00 

ATOM 420 2HB PHE A 32 148.748 -10.211 -1.083 1.00 0.00 

ATOM 421 HD1 PHE A 32 149.409 -9.365 -3.107 1.00 0.00 

ATOM 422 HD2 PHE A 32 146.933 -6.987 -0.593 1.00 0.00 

ATOM 423 HE1 PHE A 32 149.563 -7.510 -4.717 1.00 0.00 

ATOM 424 HE2 PHE A 32 147.082 -5.128 -2.199 1.00 0.00 

ATOM 425 HZ PHE A 32 148.397 -5.389 -4.264 1.00 0.00 

ATOM 426 N TYR A 33 146.109 -8.875 1.4311.00 0.00 

ATOM 427 CA TYR A 33 145.340 -7.989 2.298 1.00 0.00 

ATOM 428 C TYR A 33 146.263 -7.088 3.112 1.00 0.00 

ATOM 429 0 TYR A 33 147.282 -7.538 3.635 1.00 0.00 
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ATOM 430 CB TYR A 33 144.448 

ATOM 431 CG TYR A 33 143. 132 

ATOM 432 CD1 TYR A 33 142. 336 

ATOM 433 CD2 TYR A 33 142.687 - 

ATOM 434 CE1 TYR A 33 141. 131 

ATOM 435 CE2 TYR A 33 141.485- 

ATOM 436 CZ TYR A 33 140. 711 

ATOM 437 OH TYR A 33 139.514 - 

ATOM 438 H TYR A 33 146. 892 

ATOM 439 HA TYR A 33 144. 715 

ATOM 440 1HB TYR A 33 144. 972 

ATOM 441 2HB TYR A 33 144. 233 

ATOM 442 HD1 TYR A 33 142. 667 

ATOM 443 HD2 TYR A 33 143. 295 

ATOM 444 HE1 TYR A 33 140. 527 

ATOM 445 HE2 TYR A 33 141.156 

ATOM 446 HH TYR A 33 139. 057 

ATOM 447 N GLY A 34 145.899 

ATOM 448 CA GLY A 34 146. 705 

ATOM 449 C GLY A 34 145.905 

ATOM 450 0 GLY A 34 144.740 

ATOM 451 H GLY A 34 145.075 

ATOM 452 1HA GLY A 34 147. 123 

ATOM 453 2HA GLY A 34 147.511 

ATOM 454 N VAL A 35 146.531 

ATOM 455 CA VAL A 35 145.870 

ATOM 456 C VAL A 35 146.552 

ATOM 457 0 VAL A 35 147.766 

ATOM 458 CB VAL A 35 145.861 



-8.807 3.236 1.00 0.00 

-9.218 2.616 1.00 0.00 

-8.293 1.954 1.00 0.00 

-10.531 2.692 1.00 0.00 

-8.664 1.386 1.00 0.00 

-10.911 2.126 1.00 0.00 

-9.974 1.474 1.00 0.00 

-10.348 0.910 1.00 0.00 

-9.337 1.795 1.00 0.00 

-7.371 1.670 1.00 0.00 

-9.705 3.527 1.00 0.00 

-8.221 4.117 1.00 0.00 

-7.267 1.885 1.00 0.00 

-11.264 3.203 1.00 0.00 

-7.930 0.875 1.00 0.00 

-11.937 2.196 1.00 0.00 

-10.955 1.498 1.00 0.00 

-5.814 3.214 1.00 0.00 

-4.871 3.966 1.00 0.00 

-3.675 4.442 1.00 0.00 

-3.513 4.077 1.00 0.00 

-5.513 2.776 1.00 0.00 

-5.375 4.825 1.00 0.00 

-4.524 3.338 1.00 0.00 

-2.835 5.261 1.00 0.00 

-1.647 5.789 1.00 0.00 

-0.375 5.292 1.00 0.00 

-0.345 5.095 1.00 0.00 

-1.649 7.330 1.00 0.00 
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ATOM 459 CGI VAL A 35 147. 281 

ATOM 460 CG2 VAL A 35 145. 069 

ATOM 461 H VAL A 35 147. 459 

ATOM 462 HA VAL A 35 144. 846 

ATOM 463 HB VAL A 35 145. 378 

ATOM 464 1HG1 VAL A 35 147. 861 

ATOM 465 2HG1 VAL A 35 147. 730 

ATOM 466 3HG1 VAL A 35 147. 259 

ATOM 467 1HG2 VAL A 35 144.397 

ATOM 468 2HG2 VAL A 35 145. 749 

ATOM 469 3HG2 VAL A 35 144. 500 

ATOM 470 N ILE A 36 145. 761 

ATOM 471 CA ILEA 36 146.289 

ATOM 472 C ILE A 36 147. 261 

ATOM 473 0 ILEA 36 147.108 

ATOM 474 CB ILE A 36 145. 160 

ATOM 475 CGI ILE A 36 144. 100 

ATOM 476 CG2 ILE A 36 145.726 

ATOM 477 CD1 ILE A 36 142.962 

ATOM 478 H ILEA 36 144.801 

ATOM 479 HA ILEA 36 146.816 

ATOM 480 HB ILEA 36 144.704 

ATOM 481 1HG1 ILE A 36 144.564 

ATOM 482 2HG1 ILE A 36 143.683 

ATOM 483 1HG2 ILE A 36 146.440 

ATOM 484 2HG2 ILE A 36 144.923 

ATOM 485 3HG2 ILE A 36 146.216 

ATOM 486 1HD1 ILE A 36 143.360 

ATOM 487 2HD1 ILE A 36 142.390 



-1.641 7.878 1.00 0.00 

-0.464 7.864 1.00 0.00 

-3.018 5.515 1.00 0.00 

-1.653 5.443 1.00 0.00 

-2.556 7.665 1.00 0.00 

-0.890 7.361 1.00 0.00 

-2.611 7.726 1.00 0.00 

-1.415 8.934 1.00 0.00 

-0.107 7.098 1.00 0.00 

0.326 8.144 1.00 0.00 

-0.772 8.729 1.00 0.00 

0.675 5.093 1.00 0.00 

1.949 4.620 1.00 0.00 

2.548 5.632 1.00 0.00 

2.361 6.840 1.00 0.00 

2.962 4.345 1.00 0.00 

2.342 3.431 1.00 0.00 

4.232 3.724 1.00 0.00 

3.283 3.101 1.00 0.00 

0.591 5.268 1.00 0.00 

1. 768 3. 695 1. 00 0. 00 

3.224 5.288 1.00 0.00 

2.046 2.502 1.00 0.00 

1.472 3.913 1.00 0.00 

4.677 4.402 1.00 0.00 
4.930 3.538 1.00 0.00 
3.989 2.794 1.00 0.00 
4.209 2.712 1.00 0.00 
3.485 3.995 1.00 0.00 
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ATOM 488 3HD1 
ATOM 489 ' N 

ATOM 490 CA 

ATOM 491 C 

ATOM 492 0 

ATOM 493 CB 

ATOM 494 CG 

ATOM 495 CD 

ATOM 496 NE 

ATOM 497 CZ 

ATOM 498 NH1 
ATOM 499 NH2 
ATOM 500 H 



ATOM 501 


HA 


ATOM 502 


1HB 


ATOM 503 


2HB 


ATOM 504 


1HG 


ATOM 505 


2HG 


ATOM 506 


1HD 


ATOM 507 


2HD 


ATOM 508 


HE 


ATOM 509 


1HH1 


ATOM 510 


2HH1 


ATOM 511 


1HH2 


ATOM 512 


2HH2 


ATOM 513 


N 


ATOM 514 


CA 


ATOM 515 


C 


ATOM 516 


0 



ILE A 36 142. 321 
ARG A 37 148. 260 
ARG A 37 149. 257 
ARG A 37 149. 449 
ARG A 37 149. 125 
ARG A 37 150. 590 
ARG A 37 150. 463 
ARG A 37 150.492 
ARG A 37 149. 280 
ARG A 37 149. 190 
ARG A 37 150. 236 
ARG A 37 148. 049 
ARG A 37 148. 330 
ARG A 37 148. 903 
ARG A 37 151.018 
ARG A 37 151.261 
ARG A 37 149. 529 
ARG A 37 151.286 
ARG A 37 150. 587 
ARG A 37 151.345 
ARG A 37 148.493 
ARG A 37 151.098 
ARG A 37 150. 161 
ARG A 37 147. 259 
ARG A 37 147. 982 
TRP A 38 149. 977 
TRP A 38 150. 210 
TRP A 38 149.461 
TRP A 38 149.556 



2.827 2.360 1.00 0.00 
3.266 5.132 1.00 0.00 
3. 890 5. 993 1. 00 0. 00 
5. 360 5. 629 1. 00 0. 00 
6.251 6.413 1.00 0.00 
3.149 5.885 1.00 0.00 
1.645 6.063 1.00 0.00 
1.254 7.532 1.00 0.00 
1.671 8.234 1.00 0.00 
1.779 9.558 1.00 0.00 
1.502 10.326 1.00 0.00 
2.166 10.114 1.00 0.00 
3.378 4.161 1.00 0.00 
3.828 7.011 1.00 0.00 
3.340 4.912 1.00 0.00 
3.524 6.644 1.00 0.00 
1.318 5.633 1.00 0.00 
1.161 5.556 1.00 0.00 
0.181 7.604 1.00 0.00 
1.722 7.999 1.00 0.00 
1.881 7.691 1.00 0.00 
1.209 9.913 1.00 0.00 
1.585 11.320 1.00 0.00 
2.376 9.540 1.00 0.00 
2.247 11.108 1.00 0.00 
5.605 4.434 1.00 0.00 
6.967 3.968 1.00 0.00 
7.233 2.665 1.00 0.00 
6.459 1.712 1.00 0.00 
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ATOM 517 CB TRP A 

ATOM 518 CG TRP A 

ATOM 519 CD1 TRP A 

ATOM 520 CD2 TRP A 

ATOM 521 NE1 TRP A 

ATOM 522 CE2 TRP A 

ATOM 523 CE3 TRP A 

ATOM 524 CZ2 TRP A 

ATOM 525 CZ3 TRP A 

ATOM 526 CH2 TRP A 

ATOM 527 H TRP A 

ATOM 528 HA TRP A 

ATOM 529 1HB TRP A 

ATOM 530 2HB TRP A 

ATOM 531 HD1 TRP A 

ATOM 532 HE1 TRP A 

ATOM 533 HE3 TRP A 

ATOM 534 HZ2 TRP A 

ATOM 535 HZ3 TRP A 

ATOM 536 HH2 TRP A 

ATOM 537 N ILE A 

ATOM 538 CA ILE A 

ATOM 539 C ILE A 

ATOM 540 0 ILE A 

ATOM 541 CB ILE A 

ATOM 542 CGI ILE A 

ATOM 543 CG2 ILE A 

ATOM 544 CD1 ILE A 

ATOM 545 H ILE A 



38 151.709 7.216 

38 152.013 8.486 

38 152.250 9.716 

38 152.100 8.650 

38 152.480 10.635 

38 152.395 10.004 

38 151.959 7.782 



38 152.550 


10. 509 


38 152.114 


8.285 


38 


152. 406 


9.637 


38 


150. 215 


4.852 


38 


149. 839 


7.642 


38 


152. 188 


7.272 


38 


152. 134 


6.395 


38 


152. 253 


9.922 


38 


152. 676 


11.585 


38 


151.734 


6.737 


38 


152. 772 


11.549 


38 


152. 009 


7.629 


38 


152.519 


9.986 


39 


148.726 


8.338 


39 


147. 967 


8.719 


39 


148.411 


10. 088 


39 


148. 093 


11.113 


39 


146.454 


8.753 


39 


146.012 


7.460 


39 


145.675 


8.969 


39 


144. 676 


7.574 


39 


148.697 


8.917 



3.772 1.00 0.00 
3.032 1.00 0.00 
3.576 1.00 0.00 
1.612 1.00 0.00 
2.580 1.00 0.00 
1.365 1.00 0.00 
0.525 1.00 0.00 
0.076 1.00 0.00 
-0.753 1.00 0.00 
-0.968 1.00 0.00 
3.852 1.00 0.00 
4.724 1.00 0.00 
4.739 1.00 0.00 
3.212 1.00 0.00 
4.636 1.00 0.00 

2.716 1.00 0.00 

0.672 1.00 0.00 
-0.107 1.00 0.00 
-1.604 1.00 0.00 
-1.984 1.00 0.00 

2.631 1.00 0.00 

1.446 1.00 0.00 

0.940 1.00 0.00 

1.541 1.00 0.00 

1.731 1.00 0.00 

2.417 1.00 0.00 

0.442 1.00 0.00 

3.117 1.00 0.00 

3.421 1.00 0.00 
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ATOM 546 


HA 


ILE A 


39 148.154 


ATOM 547 


HB 


ILE A 


39 146.253 


ATOM 548 


1HG1 


ILE A 


39 145.933 


ATOM 549 


2HG1 


ILE A 


39 146.751 


ATOM 550 


1HG2 ILE A 


39 144.625 


ATOM 551 


2HG2 ILE A 


39 146.028 


ATOM 552 


3HG2 ILE A 


39 145.822 


ATOM 553 


1HD1 


ILE A 


39 144.179 


ATOM 554 


2HD1 


ILE A 


39 144.830 


ATOM 555 


3HD1 


ILE A 


39 144.064 


ATOM 556 


N 


GLY A 


40 149.152 


ATOM 557 


CA 


GLY A 


40 149.630 


ATOM 558 


C 


GLY A 


40 150.140 


ATOM 559 


0 


GLY A 


40 149.996 


ATOM 560 


H 


GLY A 


40 149.379 


ATOM 561 


1HA 


GLY A 


40 148.823 


ATOM 562 


2HA 


GLY A 


40 150.431 


ATOM 563 


N 


GLN A 


41 150.738 


ATOM 564 


CA 


GLN A 


41 151.275 


ATOM 565 


C 


GLN A 


41 152.744 


ATOM 566 


0 


GLN A 


41 153.073 


ATOM 567 


CB 


GLN A 


41 150.463 


ATOM 568 


CG 


GLN A 


41 148.960 


ATOM 569 


CD 


GLN A 


41 148.199 


ATOM 570 


0E1 


GLN A 


41 148.192 


ATOM 571 


NE2 


GLN A 


41 147.550 


ATOM 572 


H 


GLN A 


41 150.820 


ATOM 573 


HA 


GLN A 


41 151.192 


ATOM 574 


1HB 


GLN A 


41 150.692 



7.983 0.677 1.00 0.00 

9.587 2.386 1.00 0.00 

6.677 1.678 1.00 0.00 

7.181 3.154 1.00 0.00 

8.799 0.623 1.00 0.00 

8.278 -0.310 1.00 0.00 

9.982 0.098 1.00 0.00 

8.477 2.800 1.00 0.00 

7.604 4.186 1.00 0.00 

6.719 2.866 1.00 0.00 

10.097 -0.164 1.00 0.00 

11.349 -0.720 1.00 0.00 

11.202 -2.140 1.00 0.00 

10.144 -2.755 1.00 0.00 

9.250 -0.599 1.00 0.00 

12.064 -0.713 1.00 0.00 

11.721 -0.100 1.00 0.00 

12.268 -2.659 1.00 0.00 

12.266 -4.014 1.00 0.00 

12.682 -4.013 1.00 0.00 

13.816 -3.661 1.00 0.00 

13.213 -4.899 1.00 0.00 

13.014 -4.785 1.00 0.00 

14.324 -4.770 1.00 0.00 

15.042 -3.770 1.00 0.00 

14.643 -5.884 1.00 0.00 

13.080 -2.117 1.00 0.00 

11.264 -4.405 1.00 0.00 
14.230 -4.618 1.00 0.00 
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ATOM 575 


2HB 


GLN A 


41 150.750 


13. 060 


-5.927 1.00 0.00 


ATOM 576 


1HG 


GLN A 


41 148.623 


12.428 


-5.626 1.00 0.00 


ATOM 577 


2HG 


GLN A 


41 148.750 


12.481 


-3.869 1.00 0.00 


ATOM 578 


1HE2 


GLN A 


41 147.599 


14.024 


-6.642 1.00 0.00 


ATOM 579 


2HE2 


GLN A 


41 147.049 


15.485 


-5.903 1.00 0.00 


ATOM 580 


N 


PRO A 


42 153.655 


11.772 


-4.405 1.00 0.00 


ATOM 581 


CA 


PRO A 


42 155.092 


12.061 


-4.440 1.00 0.00 


ATOM 582 


C 


PRO A 


42 155.420 


13.259 


-5.326 1.00 0.00 


ATOM 583 


0 


PRO A 


42 154.629 


13.637 


-6.191 1.00 0.00 


ATOM 584 


CB 


PRO A 


42 155.706 


10.783 


-5.022 1.00 0.00 


ATOM 585 


CG 


PRO A 


42 154.698 


9.719 


-4.754 1.00 0.00 


ATOM 586 


CD 


PRO A 


42 153.361 


10.395 


-4.841 1.00 0.00 


ATOM 587 


HA 


PRO A 


42 155.484 


12. 233 


-3.448 1.00 0.00 


ATOM 588 


1HB 


PRO A 


42 155.874 


10.911 


-6.081 1.00 0.00 


ATOM 589 


2HB 


PRO A 


42 156.642 


10. 573 


-4.526 1.00 0.00 


ATOM 590 


1HG 


PRO A 


42 154.776 


8.942 


-5.499 1.00 0.00 



ATOM 591 2HG PROA 42 154.848 9.311 -3.765 1.00 0.00 

ATOM 592 1HD PROA 42 152.996 10.381 -5.857 1.00 0.00 

ATOM 593 2HD PROA 42 152.653 9.922 -4.176 1.00 0.00 

ATOM 594 N PROA 43 156.595 13.876 -5.121 1.00 0.00 

ATOM 595 CA PROA 43 157.024 15.037 -5.905 1.00 0.00 

ATOM 596 C PROA 43 157.402 14.663 -7.333 1.00 0.00 

ATOM 597 0 PROA 43 158.567 14.392 -7.627 1.00 0.00 

ATOM 598 CB PROA 43 158.249 15.545 -5.146 1.00 0.00 

ATOM 599 CG PROA 43 158.788 14.344 -4.449 1.00 0.00 

ATOM 600 CD PROA 43 157.597 13.489 -4.110 1.00 0.00 

ATOM 601 HA PROA 43 156.264 15.804 -5.924 1.00 0.00 

ATOM 602 1HB PROA 43 158.965 15.950 -5.847 1.00 0.00 

ATOM 603 2HB PROA 43 157.951 16.307 -4.443 1.00 0.00 
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ATOM 604 1HG PROA 43 159.457 13.808 -5.107 1.00 0.00 
ATOM 605 2HG PROA 43 159.304 14.642 -3.549 1.00 0.00 
ATOM 606 1HD PROA 43 157.847 12.442 -4.196 1.00 0.00 
ATOM 607 2HD PROA 43 157.244 13.713 -3.114 1.00 0.00 
ATOM 608 N GLY A 44 156.412 14.650 -8.219 1.00 0.00 
ATOM 609 CA GLY A 44 156.666 14.309 -9.605 1.00 0.00 
ATOM 610 C GLY A 44 155.424 13.817 -10.320 1.00 0.00 
ATOM 611 0 GLY A 44 155.089 14.302 -11.401 1.00 0.00 
ATOM 612 H GLY A 44 155.503 14.876 -7.929 1.00 0.00 
ATOM 613 1HA GLY A 44 157.039 15.183 -10.117 1.00 0.00 
ATOM 614 2HA GLY A 44 157.418 13.535 -9.6411.00 0.00 
ATOM 615 N LEU A 45 154.738 12.852 -9.716 1.00 0.00 
ATOM 616 CA LEU A 45 153.525 12.298 -10.306 1.00 0.00 
ATOM 617 C LEU A 45 152.337 12.469 -9.368 1.00 0.00 
ATOM 618 0 LEU A 45 152.290 11.867 -8.297 1.00 0.00 
ATOM 619 CB LEU A 45 153.722 10.815 -10.630 1.00 0.00 
ATOM 620 CG LEU A 45 154.338 9.984 -9.503 1.00 0.00 
ATOM 621 CD1 LEU A 45 154.029 8.505 -9.697 1.00 0.00 
ATOM 622 CD2 LEU A 45 155.842 10.216 -9.432 1.00 0.00 
ATOM 623 H LEU A 45 155.053 12.507 -8.852 1.00 0.00 
ATOM 624 HA LEU A 45 153.326 12.833 -11.222 1.00 0.00 
ATOM 625 1HB LEU A 45 152.760 10.391 -10.877 1.00 0.00 
ATOM 626 2HB LEU A 45 154.364 10.739 -11.495 1.00 0.00 
ATOM 627 HG LEU A 45 153.907 10.292 -8.5611.00 0.00 
ATOM 628 1HD1 LEU A 45 153.531 8.361 -10.644 1.00 0.00 
ATOM 629 2HD1 LEU A 45 153.386 8.164 -8.898 1.00 0.00 
ATOM 630 3HD1 LEU A 45 154.949 7.939 -9.684 1.00 0.00 
ATOM 631 1HD2 LEU A 45 156.072 10.818 -8.566 1.00 0.00 
ATOM 632 2HD2LEUA 45 156.170 10.728 -10.324 1.00 0.00 
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ATOM 633 3HD2 LEU A 45 156.351 9.266 -9.355 1.00 0.00 

ATOM 634 N ASN A 46 151.375 13.292 -9.776 1.00 0.00 

ATOM 635 CA ASN A 46 150.192 13.528 -8.962 1.00 0.00 

ATOM 636 C ASN A 46 149.268 12.316 -9.000 1.00 0.00 

ATOM 637 0 ASN A 46 148.624 12.044-10.013 1.00 0.00 

ATOM 638 CB ASN A 46 149.446 14.769 -9.454 1.00 0.00 

ATOM 639 CG ASN A 46 148.709 15.484 -8.339 1.00 0.00 

ATOM 640 0D1 ASN A 46 147.479 15.539 -8.328 1.00 0.00 

ATOM 641 ND2 ASN A 46 149.460 16.036 -7.393 1.00 0.00 

ATOM 642 H ASN A 46 151.462 13.744 -10.641 1.00 0.00 

ATOM 643 HA ASN A 46 150.513 13.691 -7.944 1.00 0.00 

ATOM 644 1HB ASN A 46 150.154 15.457 -9.8911.00 0.00 

ATOM 645 2HB ASN A 46 148.727 14.474 -10.206 1.00 0.00 



ATOM 646 


1HD2 ASN A 


46 150.433 


15.953 


-7.468 1.00 0.00 


ATOM 647 


2HD2 ASN A 


46 149.009 


16.505 


-6.660 1.00 0.00 


ATOM 648 


N 


GLU A 


47 149.212 


11.591 


-7.889 1.00 0.00 


ATOM 649 


CA 


GLU A 


47 148.370 


10.404 


-7.789 1.00 0.00 


ATOM 650 


C 


GLU A 


47 148.235 


9.958 


-6.339 1.00 0.00 


ATOM 651 


0 


GLU A 


47 149.230 


9.655 


-5.679 1.00 0.00 


ATOM 652 


CB 


GLU A 


47 148.948 


9.266 


-8.634 1.00 0.00 


ATOM 653 


CG 


GLU A 


47 150.467 


9.182 


-8.595 1.00 0.00 


ATOM 654 


CD 


GLU A 


47 151.033 


8.332 


-9.715 1.00 0.00 


ATOM 655 


0E1 


GLU A 


47 151.096 


8.825 


-10.861 1.00 0.00 


ATOM 656 


0E2 


GLU A 


47 151.415 


7.173 


-9.446 1.00 0.00 


ATOM 657 


H 


GLU A 


47 149.752 


11.859 


-7.117 1.00 0.00 


ATOM 658 


HA 


GLU A 


47 147.392 


10. 660 


-8.167 1.00 0.00 


ATOM 659 


1HB 


GLU A 


47 148.550 


8.329 


-8.275 1.00 0.00 


ATOM 660 


2HB 


GLU A 


47 148.645 


9.405 


-9.662 1.00 0.00 


ATOM 661 


1HG 


GLU A 


47 150.872 


10. 179 


-8.681 1.00 0.00 
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ATOM 662 


2HG 


GLU A 


47 150.768 


8.755 


-7.650 1.00 0.00 


ATOM 663 


N 


VAL A 


48 147.003 


9.912 


-5.846 1.00 0.00 


ATOM 664 


CA 


VAL A 


48 146.751 


9.495 


-4.473 1.00 0.00 


ATOM 665 


C 


VAL A 


48 147.166 


8.044 


-4.268 1.00 0.00 


ATOM 666 


0 


VAL A 


48 146.436 


7.121 


-4.633 1.00 0.00 


ATOM 667 


CB 


VAL A 


48 145.266 


9.655 


-4.096 1.00 0.00 


ATOM 668 


CGI 


VAL A 


48 145.057 


9.375 


-2.616 1.00 0.00 


ATOM 669 


CG2 


VAL A 


48 144.768 


11.047 


-4.457 1.00 0.00 


ATOM 670 


H 


VAL A 


48 146.248 


10. 161 


-6.418 1.00 0.00 


ATOM 671 


HA 


VAL A 


48 147.340 


10. 123 


-3.819 1.00 0.00 


ATOM 672 


HB 


VAL A 


48 144.693 


8.934 


-4.661 1.00 0.00 


ATOM 673 


1HG1 VAL A 


48 145.200 


8.321 


-2.425 1.00 0.00 



ATOM 674 2HG1 VAL A 48 144.055 9.659 -2.334 1.00 0.00 



ATOM 675 


3HG1 VAL A 


48 


145.769 


9.945 


-2.037 1.00 0.00 


ATOM 676 


1HG2 VAL A 


48 


145. 443 


11.500 


-5.168 1.00 0.00 


ATOM 677 


2HG2 VAL A 


48 


144. 724 


11.656 


-3.566 1.00 0.00 


ATOM 678 


3HG2 VAL A 


48 


143.783 


10. 975 


-4.893 1.00 0.00 


ATOM 679 


N 


LEU A 


49 


148.343 


7.846 


-3.684 1.00 0.00 


ATOM 680 


CA 


LEU A 


49 


148. 856 


6.506 


-3.434 1.00 0.00 


ATOM 681 


C 


LEU A 


49 


148. 772 


6.164 


-1.953 1.00 0.00 


ATOM 682 


0 


LEU A 


49 


149.439 


6.784 


-1.124 1.00 0.00 


ATOM 683 


CB 


LEU A 


49 


150.304 


6.392 


-3.915 1.00 0.00 


ATOM 684 


CG 


LEU A 


49 


150. 503 


6.575 


-5.421 1.00 0.00 


ATOM 685 


CD1 


LEU A 


49 


151.948 


6.937 


-5.729 1.00 0.00 


ATOM 686 


CD2 


LEU A 


49 


150.097 


5.313 


-6.168 1.00 0.00 


ATOM 687 


H 


LEU A 


49 


148. 880 


8.621 


-3.416 1.00 0.00 


ATOM 688 


HA 


LEU A 


49 


148. 246 


5.808 


-3.988 1.00 0.00 


ATOM 689 


1HB 


LEU A 


49 


150. 892 


7.140 


-3.402 1.00 0.00 


ATOM 690 


2HB 


LEU A 


49 


150. 677 


5.416 


-3.642 1.00 0.00 



ffiiE# 2003-3083148 



#112002-236129 : 173/ 

ATOM 691 HG LEU A 49 149.875 7.384 -5.765 1.00 0.00 

ATOM 692 1HD1 LEU A 49 151.984 7.547 -6.619 1.00 0.00 

ATOM 693 2HD1 LEU A 49 152.519 6.035 -5.886 1.00 0.00 

ATOM 694 3HD1 LEU A 49 152.366 7.487 -4.898 1.00 0.00 

ATOM 695 1HD2 LEU A 49 149.362 4.774 -5.589 1.00 0.00 

ATOM 696 2HD2 LEU A 49 150.966 4.689 -6.318 1.00 0.00 

ATOM 697 3HD2 LEU A 49 149.676 5.581 -7.125 1.00 0.00 



ATOM 698 


N 


ALA A 


50 147.948 


5.176 


-1.625 1.00 0.00 


ATOM 699 


CA 


ALA A 


50 147.780 


4.758 


-0.242 1.00 0.00 


ATOM 700 


C 


ALA A 


50 148.746 


3.631 


0.112 1.00 0.00 


ATOM 701 


0 


ALA A 


50 148.657 


2.531 


-0.433 1.00 0.00 


ATOM 702 


CB 


ALA A 


50 146.342 


4.325 


0.007 1.00 0.00 


ATOM 703 


H 


ALA A 


50 147.443 


4.719 


-2.329 1.00 0.00 


ATOM 704 


HA 


ALA A 


50 147.989 


5.610 


0.387 1.00 0.00 


ATOM 705 


1HB 


ALA A 


50 145.712 


4.691 


-0.789 1.00 0.00 


ATOM 706 


2HB 


ALA A 


50 146.003 


4.728 


0.949 1.00 0.00 


ATOM 707 


3HB 


ALA A 


50 146.292 


3.246 


0.039 1.00 0.00 


ATOM 708 


N 


GLY A 


51 149.668 


3.914 


1.025 1.00 0.00 


ATOM 709 


CA 


GLY A 


51 150.637 


2.915 


1.434 1.00 0.00 


ATOM 710 


C 


GLY A 


51 150.011 


1.789 


2.232 1.00 0.00 


ATOM 711 


0 


GLY A 


51 149.679 


1.961 


3.406 1.00 0.00 


ATOM 712 


H 


GLY A 


51 149.691 


4.808 


1.425 1.00 0.00 


ATOM 713 


1HA 


GLY A 


51 151.104 


2.499 


0.553 1.00 0.00 


ATOM 714 


2HA 


GLY A 


51 151.396 


3.391 


2.039 1.00 0.00 


ATOM 715 


N 


LEU A 


52 149.848 


0.634 


1.596 1.00 0.00 


ATOM 716 


CA 


LEU A 


52 149.257 


-0.524 


2.256 1.00 0.00 


ATOM 717 


C 


LEU A 


52 150.331 


-1.381 


2,919 1.00 0.00 


ATOM 718 


0 


LEU A 


52 151.450 


-1.488 


2.418 1.00 0.00 


ATOM 719 


CB 


LEU A 


52 148.468 


-1.365 


1.248 1.00 0.00 



miiE# 2003-3083148 



Sfcm 2002-236129 



s<-V: 174/ 



ATOM 720 
ATOM 721 
ATOM 722 
ATOM 723 
ATOM 724 
ATOM 725 
ATOM 726 
ATOM 727 
ATOM 728 
ATOM 729 
ATOM 730 
ATOM 731 
ATOM 732 
ATOM 733 
ATOM 734 
ATOM 735 
ATOM 736 
ATOM 737 
ATOM 738 
ATOM 739 
ATOM 740 
ATOM 741 
ATOM 742 
ATOM 743 
ATOM 744 
ATOM 745 
ATOM 746 
ATOM 747 
ATOM 748 



CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLU A 



CA GLU A 
C GLU A 
0 GLU A 
CB GLU A 
CG GLU A 
CD GLU A 
0E1 GLU A 
0E2 GLU A 
H GLU A 
HA GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 



52 147.201 • 
52 146.592 
52 146.196 
52 150.133 
52 148.581 
52 149.119 
52 148.187 
52 147.458 
52 146.403 
52 147.276 
52 145.663 
52 146.362 
52 145.194 

52 146.316 

53 149.982 
53 150.916 
53 150.448 
53 149.515 
53 151.069 
53 152.057 
53 151.571 
53 151.282 
53 151.482 
53 149.075 
53 151.874 
53 151.407 
53 150.107 
53 152.212 
53 152.994 



-0.702 0.703 1.00 0.00 
-1.549 -0.403 1.00 0.00 

-0.478 1.823 1.00 0.00 

0.558 0.662 1.00 0.00 

-0.163 3.016 1.00 0.00 

-1.592 0.416 1.00 0.00 

-2.291 1.726 1.00 0.00 

0.260 0.284 1.00 0.00 

-2.546 -0.032 1.00 0.00 

-1.599 -1.237 1.00 0.00 

-1.103 -0.726 1.00 0.00 

-1.202 2.607 1.00 0.00 
-0.592 1.434 1.00 0.00 
0.519 2.220 1.00 0.00 
-1.988 4.049 1.00 0.00 
-2.836 4.781 1.00 0.00 
-4.287 4.782 1.00 0.00 
-4.649 5.499 1.00 0.00 
-2.336 6.219 1.00 0.00 
-3.146 7.042 1.00 0.00 
-3.395 8.457 1.00 0.00 
-4.563 8.789 1.00 0.00 
-2.420 9.234 1.00 0.00 
-1.864 4.398 1.00 0.00 
-2.779 4.286 1.00 0.00 
-1.311 6.198 1.00 0.00 
-2.379 6.707 1.00 0.00 
-4.099 6.560 1.00 0.00 
-2.610 7.088 1.00 0.00 



ffifE# 2003-3083148 
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ATOM 749 


N 


LEU A 


54 


151.103 


-5. 114 


3.974 1.00 0.00 


ATOM 750 


CA 


LEU A 


54 150.754 


-6. 527 


3.881 1.00 0.00 


ATOM 751 


C 


LEU A 


54 


151.046 


-7. 247 


5.194 1.00 0.00 


ATOM 752 


0 


LEU A 


54 


152.057 


-6. 982 


5.846 1.00 0.00 


ATOM 753 


CB 


LEU A 


54 


151.524 


-7. 191 


2.739 1.00 0.00 


ATOM 754 


CG 


LEU A 


54 


151. 324 


-6. 552 


1.364 1.00 0.00 


ATOM 755 


CD1 


LEU A 


54 


152. 297 


-7. 140 


0.354 1.00 0.00 


ATOM 756 


CD2 


LEU A 


54 


149. 889 


-6. 740 


0.895 1.00 0.00 


ATOM 757 


H 


LEU A 


54 


151.838 


-4.767 


3.426 1.00 0.00 


ATOM 758 


HA 


LEU A 


54 


149. 696 


-6. 594 


3.676 1.00 0.00 


ATOM 759 


1HB 


LEU A 


54 


152. 578 


-7. 160 


2.978 1.00 0.00 


ATOM 760 


2HB 


LEU A 


54 


151.219 


-8. 225 


2.679 1.00 0.00 


ATOM 761 


HG 


LEU A 


54 


151.517 


-5.492 


1.435 1.00 0.00 


ATOM 762 


1HD1 LEU A 


54 


152. 308 


-8.216 


0.449 1.00 0.00 


ATOM 763 


2HD1 LEU A 


54 


153. 288 


-6.753 


0.542 1.00 0.00 



ATOM 764 3HD1 LEU A 54 151.988 -6.870 -0.644 1.00 0.00 

ATOM 765 1HD2 LEU A 54 149.541 -7.721 1.183 1.00 0.00 

ATOM 766 2HD2 LEU A 54 149.846 -6.644 -0.180 1.00 0.00 

ATOM 767 3HD2 LEU A 54 149.260 -5.988 1.349 1.00 0.00 

ATOM 768 N GLU A 55 150.156 -8.157 5.576 1.00 0.00 

ATOM 769 CA GLU A 55 150.320 -8.914 6.8111.00 0.00 

ATOM 770 C GLU A 55 151.395 -9.986 6.655 1.00 0.00 

ATOM 771 0 GLU A 55 152.090 -10.325 7.612 1.00 0.00 

ATOM 772 CB GLU A 55 148.994 -9.562 7.217 1.00 0.00 

ATOM 773 CG GLU A 55 147.871 -8.562 7.436 1.00 0.00 

ATOM 774 CD GLU A 55 147.824 -8.042 8.859 1.00 0.00 

ATOM 775 0E1 GLU A 55 146.921 -8.458 9.615 1.00 0.00 

ATOM 776 0E2 GLU A 55 148.691 -7.217 9.219 1.00 0.00 

ATOM 777 H GLU A 55 149.372 -8.323 5.014 1.00 0.00 



fcBjaE# 2003-3083148 
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ATOM 778 
ATOM 779 
ATOM 780 
ATOM 781 
ATOM 782 
ATOM 783 
ATOM 784 
ATOM 785 
ATOM 786 
ATOM 787 
ATOM 788 
ATOM 789 
ATOM 790 
ATOM 791 
ATOM 792 
ATOM 793 
ATOM 794 
ATOM 795 
ATOM 796 
ATOM 797 
ATOM 798 
ATOM 799 
ATOM 800 
ATOM 801 
ATOM 802 
ATOM 803 
ATOM 804 
ATOM 805 
ATOM 806 



HA GLU A 

1HB GLU A 

2HB GLU A 

1HG GLU A 

2HG GLU A 

N ASP A 

CA ASP A 



C ASP A 

0 ASP A 

CB ASP A 

CG ASP A 

0D1 ASP A 

0D2 ASP A 

H ASP A 

HA ASP A 

1HB ASP A 

2HB ASP A 

N GLU A 

CA GLU A 

C GLU A 

0 GLU A 

CB GLU A 

CG GLU A 

CD GLU A 

0E1 GLU A 

0E2 GLU A 

H GLU A 

HA GLU A 
1HB GLU A 



55 150.625 
55 148.689 - 
55 149. 142 • 
55 148.015 

55 146.930 

56 151.525 
56 152.516 
56 153.811 
56 153.807 
56 151.967 
56 152.412 
56 153.373 
56 151.800 
56 150.941 
56 152.723 
56 150.887 

56 152.310 

57 154.919 
57 156.222 
57 156.628 
57 157.106 
57 157.282 
57 157.377 
57 158.593 
57 158.766 
57 159.372 
57 154.858 
57 156.148 
57 157.044 



-8.225 
-10. 248 
-10. 112 
-7. 726 
-9.042 
-10.513 
-11.547 
-10.931 
-10. 183 
-12.544 
-13.965 
-14.428 
-14.618 
-10.202 
-12.067 
-12.516 
-12. 268 
-11.252 
-10.731 
-11.260 
-12.388 
-11. 108 
-10. 126 
-10. 371 
-11.514 
-9.418 
-11. 854 
-9. 655 
-12.082 



7.584 1.00 0.00 

6.441 1.00 0.00 
8.134 1.00 0.00 
6.769 1.00 0.00 
7.213 1.00 0.00 

5.442 1.00 0.00 

5.161 1.00 0.00 
4.642 1.00 0.00 
3.665 1.00 0.00 
4.140 1.00 0.00 
4.423 1.00 0.00 
3.773 1.00 0.00 
5.295 1.00 0.00 
4.719 1.00 0.00 
6.085 1.00 0.00 

4.162 1.00 0.00 
3.155 1.00 0.00 
5.303 1.00 0.00 
4.908 1.00 0.00 
3.536 1.00 0.00 
3.411 1.00 0.00 
5.946 1.00 0.00 
7.102 1.00 0.00 
7.975 1.00 0.00 
8.445 1.00 0.00 
8.188 1.00 0.00 
6.074 1.00 0.00 
4.858 1.00 0.00 
6.347 1.00 0.00 



fcBSE# 2 0 0 3 
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#12 0 0 2-2 3 6 1 2 9 '. 177/ 



ATOM 807 


2HB 


GLU A 


57 158.245 • 


-11. 154 


5.460 1.00 0.00 


ATOM 808 


1HG 


GLU A 


57 157.436 


-9.124 


6.703 1.00 0.00 


ATOM 809 


2HG 


GLU A 


57 156.490 


-10. 219 


7.711 1.00 0.00 


ATOM 810 


N 


CYS A 


58 156.432 


-10.439 


2.510 1.00 0.00 


ATOM 811 


CA 


CYS A 


58 156.777 


-10.825 


1.146 1.00 0.00 


ATOM 812 


C 


CYS A 


58 158.157 


-10.301 


0.765 1.00 0.00 


ATOM 813 


0 


CYS A 


58 158.426 


-9. 103 


0.859 1.00 0.00 


ATOM 814 


CB 


CYS A 


58 155.730 


-10. 297 


0.164 1.00 0.00 


ATOM 815 


SG 


CYS A 


58 155.833 


-11.026 


-1.487 1.00 0.00 


ATOM 816 


H 


CYS A 


58 156.047 


-9. 553 


2.673 1.00 0.00 


ATOM 817 


HA 


CYS A 


58 156.789 


-11.903 


1.100 1.00 0.00 


ATOM 818 


1HB 


CYS A 


58 154.745 


-10.506 


0.553 1.00 0.00 


ATOM 819 


2HB 


CYS A 


58 155.851 


-9.229 


0.060 1.00 0.00 



ATOM 820 HG CYS A 58 155.366 -10.449 -2.096 1.00 0.00 

ATOM 821 N ALA A 59 159.031 -11.207 0.335 1.00 0.00 

ATOM 822 CA ALA A 59 160.383 -10.836 -0.060 1.00 0.00 

ATOM 823 C ALA A 59 160.374 -10.001 -1.337 1.00 0.00 

ATOM 824 0 ALA A 59 160.036 -10.496 -2.411 1.00 0.00 

ATOM 825 CB ALA A 59 161.238-12.081 -0.249 1.00 0.00 

ATOM 826 H ALA A 59 158.758 -12.146 0.282 1.00 0.00 

ATOM 827 HA ALA A 59 160.815 -10.250 0.738 1.00 0.00 

ATOM 828 1HB ALA A 59 161.020 -12.524 -1.210 1.00 0.00 

ATOM 829 2HB ALA A 59 161.015 -12.792 0.533 1.00 0.00 

ATOM 830 3HB ALA A 59 162.282-11.811 -0.205 1.00 0.00 

ATOM 831 N GLY A 60 160.746 -8.732 -1.209 1.00 0.00 

ATOM 832 CA GLY A 60 160.773 -7.848 -2.360 1.00 0.00 

ATOM 833 C GLY A 60 160.174 -6.487 -2.062 1.00 0.00 

ATOM 834 0 GLY A 60 160.550 -5.488 -2.673 1.00 0.00 

ATOM 835 H GLY A 60 161.005 -8.392 -0.328 1.00 0.00 



ttiSE# 2003-3083148 



Sfcm 2002-236129 



^-v: 178/ 



ATOM 836 
ATOM 837 
ATOM 838 
ATOM 839 
ATOM 840 
ATOM 841 
ATOM 842 
ATOM 843 
ATOM 844 
ATOM 845 
ATOM 846 
ATOM 847 
ATOM 848 
ATOM 849 
ATOM 850 
ATOM 851 
ATOM 852 
ATOM 853 
ATOM 854 
ATOM 855 
ATOM 856 
ATOM 857 
ATOM 858 
ATOM 859 
ATOM 860 
ATOM 861 
ATOM 862 
ATOM 863 
ATOM 864 



1HA GLY A 60 161.797 
2HA GLY A 60 160.215 
N CYS A 61 159.239 
CA CYS A 61 158.586 
C CYS A 61 159.505 
0 CYS A 61 160. 621 
CB CYS A 61 157. 281 
SG CYS A 61 156. 114 
H CYS A 61 158. 981 
HA CYS A 61 158. 361 
1HB CYS A 61 157. 507 
2HB CYS A 61 156.791 



HG CYS A 61 155. 351 
N THR A 62 159.026 
CA THR A 62 159.805 
C THR A 62 159.217 
0 THR A 62 158. 231 
CB THR A 62 159.854 
0G1 THR A 62 158.550 
CG2 THR A 62 160.689 
H THR A 62 158. 130 
HA THR A 62 160.810 
HB THR A 62 160.282 
HG1 THR A 62 158. 188 
1HG2 THR A 62 160.904 
2HG2 THR A 62 161.615 
3HG2 THR A 62 160. 144 
N ASP A 63 159.827 
CA ASP A 63 159.363 



-7. 717 
-8. 306 
-6. 449 
-5. 201 
-4. 349 
-4. 755 
-5.490 
-6.515 
-7.280 
-4.657 
-6.002 
-4.554 
-6.675 
-3. 168 
-2.260 
-2. 171 
-2. 839 
-0.868 
-0.421 
-0.814 
-2. 901 
-2. 650 
-0. 176 
-0. 974 
-1.819 
-0. 296 
-0. 288 
-1. 342 
-1.166 



-2.677 1.00 0.00 
-3.165 1.00 0.00 
-1.118 1.00 0.00 
-0.739 1.00 0.00 
0.132 1.00 0.00 
0.456 1.00 0.00 
0.005 1.00 0.00 
-0.920 1.00 0.00 
-0.667 1.00 0.00 
-1.644 1.00 0.00 
0.928 1.00 0.00 
0.230 1.00 0.00 
-0.360 1.00 0.00 
0.508 1.00 0.00 
1.342 1.00 0.00 
2.746 1.00 0.00 
3.059 1.00 0.00 
0.708 1.00 0.00 
0.380 1.00 0.00 
-0.553 1.00 0.00 
0.218 1.00 0.00 
1.410 1.00 0.00 
1.418 1.00 0.00 
-0.315 1.00 0.00 
-0.886 1.00 0.00 
-0.349 1.00 0.00 
-1.323 1.00 0.00 
3.587 1.00 0.00 
4.958 1.00 0.00 



mSE#2 003-3083148 



2002-236129 



^- V : 179/ 



ATOM 865 
ATOM 866 
ATOM 867 
ATOM 868 
ATOM 869 
ATOM 870 
ATOM 871 
ATOM 872 
ATOM 873 
ATOM 874 
ATOM 875 
ATOM 876 
ATOM 877 
ATOM 878 
ATOM 879 
ATOM 880 
ATOM 881 
ATOM 882 
ATOM 883 
ATOM 884 
ATOM 885 
ATOM 886 
ATOM 887 
ATOM 888 
ATOM 889 
ATOM 890 
ATOM 891 
ATOM 892 
ATOM 893 



C ASP A 

0 ASP A 

CB ASP A 

CG ASP A 

0D1 ASP A 

0D2 ASP A 

H ASP A 

HA ASP A 

1HB ASP A 

2HB ASP A 

N GLY A 



CA 
C 
0 
H 



GLY A 
GLY A 
GLY A 
GLY A 
1HA GLY A 
2HA GLY A 
N THR A 
CA THR A 
THR A 
THR A 
CB THR A 
0G1 THR A 
CG2 THR A 
H THR A 
HA THR A 
HB THR A 
HG1 THR A 
1HG2 THR A 



C 
0 



63 158.671 
63 158.779 
63 160.536 
63 161.601 
63 162.691 
63 161.345 
63 160.608 
63 158.653 
63 160.170 

63 160.987 

64 157.960 
64 157.260 
64 158.013 
64 158.125 
64 157.909 
64 156.291 

64 157.123 

65 158.529 
65 159.276 
65 158.845 
65 158.797 
65 160.778 
65 161.034 
65 161.415 
65 158.406 
65 159.064 
65 161.266 
65 160.910 
65 162.234 



0.182 5.130 1.00 0.00 

0.818 6.178 1.00 0.00 

-1.278 5.934 1.00 0.00 

-0.229 5.680 1.00 0.00 

-0.596 5.192 1.00 0.00 

0.958 5.968 1.00 0.00 

-0.838 3.278 1.00 0.00 

-1.952 5.171 1.00 0.00 

-1.156 6.942 1.00 0.00 

-2.255 5.834 1.00 0.00 

0.612 4.093 1.00 0.00 

1.882 4.148 1.00 0.00 

2.990 3.440 1.00 0.00 

4.102 3.956 1.00 0.00 

0.062 3.282 1.00 0.00 

1.767 3.687 1.00 0.00 

2.160 5.183 1.00 0.00 

2.687 2.253 1.00 0.00 

3.667 1.472 1.00 0.00 

3.638 0.009 1.00 0.00 

2.578 -0.614 1.00 0.00 

3.398 1.578 1.00 0.00 

2.006 1.641 1.00 0.00 

4.039 2.791 1.00 0.00 

1.784 1.894 1.00 0.00 

4.645 1. 877 1.00 0.00 

3.793 0.700 1.00 0.00 

1.618 0.773 1.00 0.00 

3.423 3.135 1.00 0.00 



&SE# 2003-3083148 
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ATOM 894 


2HG2 THR A 


65 160.681 


4.133 


3.577 1.00 0.00 


ATOM 895 


3HG2 THR A 


65 161.788 


5.018 


2.527 1.00 0.00 


ATOM 896 


N 


PHE A 


66 158.530 


4.811 


-0.533 1.00 0.00 


ATOM 897 


CA 


PHE A 


66 158.103 


4.921 


-1.923 1.00 0.00 


ATOM 898 


C 


PHE A 


66 159.010 


5.872 


-2.697 1.00 0.00 


ATOM 899 


0 


PHE A 


66 159.157 


7.039 


-2.334 1.00 0.00 


ATOM 900 


CB 


PHE A 


66 156.655 


5.406 


-1.996 1.00 0.00 


ATOM 901 


CG 


PHE A 


66 155.978 


5.083 


-3.298 1.00 0.00 


ATOM 902 


CD1 


PHE A 


66 155.722 


3.769 


-3.654 1.00 0.00 


ATOM 903 


CD2 


PHE A 


66 155.598 


6.094 


-4. 166 1.00 0.00 


ATOM 904 


CEl 


PHE A 


66 155.100 


3.468 


-4.851 1.00 0.00 


ATOM 905 


CE2 


PHE A 


66 154.976 


5.801 


-5.364 1.00 0.00 


ATOM 906 


CZ 


PHE A 


66 154.726 


4.486 


-5.707 1.00 0.00 


ATOM 907 


H 


PHE A 


66 158.588 


5.621 


0.015 1.00 0.00 



ATOM 908 HA PHE A 66 158.168 3.939 -2.369 1.00 0.00 

ATOM 909 1HB PHE A 66 156.086 4.943 -1.204 1.00 0.00 

ATOM 910 2HB PHE A 66 156.635 6.478 -1.867 1.00 0.00 

ATOM 911 HD1 PHE A 66 156.014 2.973 -2.985 1.00 0.00 

ATOM 912 HD2 PHE A 66 155.792 7.123 -3.898 1.00 0.00 

ATOM 913 HE1 PHE A 66 154.907 2.440 -5.117 1.00 0.00 

ATOM 914 HE2 PHE A 66 154.684 6.598 -6.032 1.00 0.00 



ATOM 915 


HZ 


PHE A 


66 


154.240 


4.254 


-6.643 1.00 0.00 


ATOM 916 


N 


ARG A 


67 


159.615 


5.366 


-3.767 1.00 0.00 


ATOM 917 


CA 


ARG A 


67 


160. 508 


6.172 


-4.592 1.00 0.00 


ATOM 918 


C 


ARG A 


67 


161.689 


6.684 


-3.776 1.00 0.00 


ATOM 919 


0 


ARG A 


67 


162. 217 


7.765 


-4.039 1.00 0.00 


ATOM 920 


CB 


ARG A 


67 


159.746 


7.348 


-5.204 1.00 0.00 


ATOM 921 


CG 


ARG A 


67 158.677 


6.930 


-6.200 1.00 0.00 


ATOM 922 


CD 


ARG A 


67 


158.317 


8.067 


-7.143 1.00 0.00 
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ATOM 923 
ATOM 924 
ATOM 925 
ATOM 926 
ATOM 927 
ATOM 928 
ATOM 929 
ATOM 930 
ATOM 931 
ATOM 932 
ATOM 933 
ATOM 934 
ATOM 935 
ATOM 936 
ATOM 937 
ATOM 938 
ATOM 939 
ATOM 940 
ATOM 941 
ATOM 942 
ATOM 943 
ATOM 944 
ATOM 945 
ATOM 946 
ATOM 947 
ATOM 948 
ATOM 949 
ATOM 950 
ATOM 951 



NE ARG A 67 159.015 
CZ ARG A 67 159. 160 
NH1 ARG A 67 158. 658 
NH2 ARG A 67 159. 808 
H ARG A 67 159. 458 
HA ARG A 67 160. 881 
1HB ARG A 67 159. 271 
2HB ARG A 67 160. 449 
1HG ARG A 67 159.045 
2HG ARG A 67 157. 792 
1HD ARG A 67 157.253 
2HD ARG A 67 158. 585 
HE ARG A 67 159.396 
1HH1 ARG A 67 158. 168 
2HH1 ARG A 67 158.771 
1HH2 ARG A 67 160. 188 
2HH2 ARG A 67 159.917 
N GLY A 68 162. 100 
CA GLY A 68 163.216 
C GLY A 68 162.847 
0 GLY A 68 163. 696 
H GLY A 68 161.641 
1HA GLY A 68 163. 556 
2HA GLY A 68 164.020 



N THR A 69 161. 577 

CA THR A 69 161. 096 

C THR A 69 160. 235 

0 THR A 69 159. 141 

CB THR A 69 160. 297 



7.958 
8.970 
10. 165 
8.786 • 
4.429 
5.543 
7.906 
7.991 
6.097 
6.629 
8.045 
9.003 
7.087 
10.311 
10.921 
7.888 
9.546 
5.902 
6.295 
7.392 
8.189 
5.052 
5.433 
6.645 
7.433 
8.441 
7.806 
7.310 
9.515 



-8.422 1.00 0.00 
-9.274 1.00 0.00 
-8.989 1.00 0.00 
-10.417 1.00 0.00 
-4.006 1.00 0.00 
-5.387 1.00 0.00 
-4.411 1.00 0.00 
-5.714 1.00 0.00 
-6.780 1.00 0.00 
-5.657 1.00 0.00 
-7.322 1.00 0.00 
-6.675 1.00 0.00 
-8.657 1.00 0.00 
-8.129 1.00 0.00 
-9.634 1.00 0.00 
-10.637 1.00 0.00 
-11.058 1.00 0.00 
-2.783 1.00 0.00 
-1.942 1.00 0.00 
-0.963 1.00 0.00 
-0.564 1.00 0.00 
-2.619 1.00 0.00 
-1.389 1.00 0.00 
-2.572 1.00 0.00 
-0.576 1.00 0.00 
0.363 1.00 0.00 
1.449 1.00 0.00 
1.178 1.00 0.00 
-0.375 1.00 0.00 



ffi8E# 2003-3083148 
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ATOM 952 0G1 THR A 69 160.987 9.948 -1.533 1.00 0.00 

ATOM 953 CG2 THR A 69 160.010 10.737 0.472 1.00 0.00 

ATOM 954 H THR A 69 160.947 6.771 -0.928 1.00 0.00 

ATOM 955 HA THR A 69 161.957 8.900 0.825 1.00 0.00 

ATOM 956 HB THR A 69 159.349 9.096 -0.682 1.00 0.00 

ATOM 957 HG1 THR A 69 161.176 9.193 -2.095 1.00 0.00 

ATOM 958 1HG2THRA 69 159.249 11.336 -0.006 1.00 0.00 

ATOM 959 2HG2 THR A 69 160.913 11.319 0.579 1.00 0.00 

ATOM 960 3HG2THRA 69 159.665 10.425 1.447 1.00 0.00 



ATOM 961 


N 


ARG A 


70 160.735 


7.825 


2.680 1.00 0.00 


ATOM 962 


CA 


ARG A 


70 160.011 


7.251 


3.809 1.00 0.00 


ATOM 963 


C 


ARG A 


70 158.731 


8.032 


4.087 1.00 0.00 


ATOM 964 


0 


ARG A 


70 158.765 


9.242 


4.308 1.00 0.00 


ATOM 965 


CB 


ARG A 


70 160.897 


7.239 


5.057 1.00 0.00 


ATOM 966 


CG 


ARG A 


70 160.228 


6.616 


6.272 1.00 0.00 


ATOM 967 


CD 


ARG A 


70 160.684 


7.279 


7.561 1.00 0.00 


ATOM 968 


NE 


ARG A 


70 162.045 


6.890 


7.924 1.00 0.00 


ATOM 969 


CZ 


ARG A 


70 162.802 


7.562 


8.789 1.00 0.00 


ATOM 970 


NH1 


ARG A 


70 162.336 


8.654 


9.381 1.00 0.00 


ATOM 971 


NH2 


ARG A 


70 164.028 


7.139 


9.064 1.00 0.00 



ATOM 972 H ARG A 70 161.612 8.235 2.834 1.00 0.00 

ATOM 973 HA ARG A 70 159.751 6.235 3.553 1.00 0.00 

ATOM 974 1HB ARG A 70 161.795 6.681 4.842 1.00 0.00 

ATOM 975 2HB ARG A 70 161.166 8.256 5.303 1.00 0.00 

ATOM 976 1HG ARG A 70 159.158 6.731 6.180 1.00 0.00 

ATOM 977 2HG ARG A 70 160.477 5.566 6.309 1.00 0.00 

ATOM 978 1HD ARG A 70 160.650 8.351 7.4311.00 0.00 

ATOM 979 2HD ARG A 70 160.013 6.992 8.356 1.00 0.00 

ATOM 980 HE ARG A 70 162.414 6.086 7.502 1.00 0.00 
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ATOM 981 


1HH1 ARG A 


70 161.412 


8.979 


9.178 1.00 0.00 


ATOM 982 


2HH1 ARG A 


70 162.909 


9.154 


10.030 1.00 0.00 


ATOM 983 


1HH2 ARG A 


70 


164. 384 


6.316 


8.621 1.00 0.00 


ATOM 984 


2HH2 ARG A 


70 


164. 597 


7.643 


9.714 1.00 0.00 


ATOM 985 


N 


TYR A 


71 


157. 602 


7.330 


4.076 1.00 0.00 


ATOM 986 


CA 


TYR A 


71 


156.310 


7.957 


4.327 1.00 0.00 


ATOM 987 


C 


TYR A 


71 


155. 770 


7.560 


5.696 1.00 0.00 


ATOM 988 


0 


TYR A 


71 


155. 270 


8.400 


6.446 1.00 0.00 


ATOM 989 


CB 


TYR A 


71 


155.309 


7.566 


3.238 1.00 0.00 


ATOM 990 


CG 


TYR A 


71 


155. 424 


8.400 


1.981 1.00 0.00 


ATOM 991 


CD1 


TYR A 


71 


155. 529 


9.784 


2.050 1.00 0.00 


ATOM 992 


CD2 


TYR A 


71 


155.426 


7.802 


0.727 1.00 0.00 


ATOM 993 


CE1 


TYR A 


71 


155. 635 


10. 548 


0.905 1.00 0.00 


ATOM 994 


CE2 


TYR A 


71 


155. 532 


8.561 


-0.424 1.00 0.00 


ATOM 995 


CZ 


TYR A 


71 


155. 635 


9.933 


-0.330 1.00 0.00 


ATOM 996 


OH 


TYR A 


71 


155.740 


10.691 


-1.473 1.00 0.00 



ATOM 997 H TYR A 71157.639 6.368 3.893 1.00 0.00 

ATOM 998 HA TYR A 71156.451 9.028 4.306 1.00 0.00 

ATOM 999 1HB TYR A 71155.468 6.533 2.966 1.00 0.00 

ATOM 1000 2HB TYR A 71154.306 7.681 3.623 1.00 0.00 

ATOM 1001 HD1 TYR A 71155.529 10.262 3.018 1.00 0.00 

ATOM 1002 HD2 TYR A 71155.344 6.728 0.657 1.00 0.00 

ATOM 1003 HE1 TYR A 71155.716 11.623 0.978 1.00 0.00 

ATOM 1004 HE2 TYR A 71155.531 8.078 -1.390 1.00 0.00 

ATOM 1005 HH TYR A 71156.629 10.616 -1.827 1.00 0.00 

ATOM 1006 N PHE A 72 155.873 6.274 6.017 1.00 0.00 

ATOM 1007 CA PHE A 72 155.395 5.765 7.298 1.00 0.00 

ATOM 1008 C PHE A 72 156.315 4.669 7.825 1.00 0.00 

ATOM 1009 0 PHE A 72 157.106 4.095 7.077 1.00 0.00 



mtE# 2003-30831 4. 8 
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ATOM 1010 CB PHE A 72 153.969 5.226 

ATOM 1011 CG PHE A 72 153.833 4.157 

ATOM 1012 CD1 PHE A 72 153.929 2.818 

ATOM 1013 CD2 PHE A 72 153.609 4.491 

ATOM 1014 CE1 PHE A 72 153.804 1.832 

ATOM 1015 CE2 PHE A 72 153.483 3.510 

ATOM 1016 CZ PHE A 72 153.581 2.178 

ATOM 1017 H PHE A 72 156.281 5.653 

ATOM 1018 HA PHE A 72 155.392 6.585 

ATOM 1019 1HB PHE A 72 153.655 4.809 

ATOM 1020 2HB PHE A 72 153. 311 6. 039 

ATOM 1021 HD1 PHE A 72 154. 104 2. 546 

ATOM 1022 HD2 PHE A 72 153. 533 5. 532 

ATOM 1023 HE1 PHE A 72 153.881 0.792 

ATOM 1024 HE2 PHE A 72 153.309 3.784 

ATOM 1025 HZ PHE A 72 153.483 1.410 

THR A 73 156.207 4.384 

THR A 73 157.029 3.357 

THR A 73 156.250 2.054 

THR A 73 155.248 1.997 

THR A 73 157.520 3.832 

ATOM 1031 0G1 THR A 73 156.507 4.562 

ATOM 1032 CG2 THR A 73 158. 746 4. 716 

ATOM 1033 H THR A 73 155. 558 4. 877 

ATOM 1034 HA THR A 73 157. 882 3. 180 

ATOM 1035 HB THR A 73 157.771 2.969 
ATOM 1036 HG1 THR A 73 156.474 4.291 
ATOM 1037 1HG2 THR A 73 159. 529 4. 199 
ATOM 1038 2HG2 THR A 73 159.086 4.949 



ATOM 1026 N 

ATOM 1027 CA 

ATOM 1028 C 

ATOM 1029 0 

ATOM 1030 CB 



7.156 1.00 0.00 
6.110 1.00 0.00 
6.453 1.00 0.00 
4.785 1.00 0.00 
5.493 1.00 0.00 
3.820 1.00 0.00 
4.174 1.00 0.00 
5.379 1.00 0.00 
8.001 1.00 0.00 
8.101 1.00 0.00 
6.890 1.00 0.00 
7.484 1.00 0.00 
4.507 1.00 0.00 
5.773 1.00 0.00 
2.789 1.00 0.00 
3.423 1.00 0.00 
9.119 1.00 0.00 
9.747 1-00 0.00 
9.899 1.00 0.00 
10.611 1.00 0.00 
11.114 1.00 0.00 
11.785 1.00 0.00 
11.036 1.00 0.00 
9.665 1.00 0.00 
9.110 1.00 0.00 
11.716 1.00 0.00 
12.706 1.00 0.00 
10.501 1.00 0.00 
12.034 1.00 0.00 
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ATOM 1039 
ATOM 1040 
ATOM 1041 
ATOM 1042 
ATOM 1043 
ATOM 1044 
ATOM 1045 
ATOM 1046 
ATOM 1047 
ATOM 1048 
ATOM 1049 
ATOM 1050 
ATOM 1051 
ATOM 1052 
ATOM 1053 
ATOM 1054 
ATOM 1055 
ATOM 1056 
ATOM 1057 
ATOM 1058 
ATOM 1059 
ATOM 1060 
ATOM 1061 
ATOM 1062 
ATOM 1063 
ATOM 1064 
ATOM 1065 
ATOM 1066 
ATOM 1067 



3HG2 THR A 
N CYS A 
CYS A 



CA 
C 
0 
CB 
SG 
H 
HA 



CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
1HB CYS A 
2HB CYS A 
HG CYS A 



N 

CA 
C 
0 
CB 
H 
HA 



ALA A 
ALA A 
ALA A 
ALA A 
ALA A 
ALA A 
ALA A 
1HB ALA A 
2HB ALA A 
3HB ALA A 
N LEU A 
CA LEU A 
LEU A 
LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 



C 
0 



73 158.498 

74 156.717 
74 156.065 
74 157.095 
74 158.301 
74 155.136 
74 153.445 
74 157.521 
74 155.478 
74 155.534 
74 155.091 

74 153.194 

75 156.613 
75 157.492 
75 158.208 
75 157.739 
75 156.700 
75 155.642 
75 158.229 
75 157.137 
75 155.676 

75 156.725 

76 159.347 
76 160.129 
76 159.419 
76 158.846 
76 161.518 
76 162.487 
76 163.413 



5.630 
1.009 
-0.294 
-1.417 
-1. 169 
-0.478 
0.096 
1.117 
-0. 329 
0.072 
-1.527 
-0. 147 
-2. 654 
-3. 816 
-4. Oil 
-3. 552 
-5. 062 
-2. 787 
-3. 648 
-5.921 
-4.945 
-5. 206 
-4. 695 
-4.952 
-5.953 
-6.934 
-5.476 
-4.420 
-5.024 



10.517 1.00 0.00 
9.222 1.00 0.00 
9.281 1.00 0.00 
9.320 1.00 0.00 
9.289 1.00 0.00 
8.080 1.00 0.00 
8.360 1.00 0.00 
8.670 1.00 0.00 
10.188 1.00 0.00 
7.241 1.00 0.00 
7.828 1.00 0.00 
9.254 1.00 0.00 
9.386 1.00 0.00 
9.428 1.00 0.00 
8.096 1.00 0.00 
7.055 1.00 0.00 
9.791 1.00 0.00 
9.407 1.00 0.00 
10.200 1.00 0.00 
9.302 1.00 0.00 
9.467 1.00 0.00 
10.861 1.00 0.00 
8.137 1.00 0.00 
6.933 1.00 0.00 
6.027 1.00 0.00 
6.499 1.00 0.00 
7.303 1.00 0.00 
7.837 1.00 0.00 
8.882 1.00 0.00 
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ATOM 1068 CD2 LEU A 76 163.291 -3.812 6.698 1.00 0.00 

ATOM 1069 H LEU A 76 159.669 -5.036 8.997 1.00 0.00 

ATOM 1070 HA LEU A 76 160.236 -4.017 6.402 1.00 0.00 

ATOM 1071 1HB LEU A 76 161.401 -6.242 8.056 1.00 0.00 

ATOM 1072 2HB LEU A 76 161.956 -5.923 6.425 1.00 0.00 

ATOM 1073 HG LEU A 76 161.923 -3.629 8.309 1.00 0.00 

ATOM 1074 1HD1 LEU A 76 163.579 -6.067 8.655 1.00 0.00 

ATOM 1075 2HD1 LEU A 76 162.961 -4.934 9.858 1.00 0.00 

ATOM 1076 3HD1 LEU A 76 164.357 -4.499 8.873 1.00 0.00 

ATOM 1077 1HD2LEUA 76 162.802 -2.913 6.350 1.00 0.00 

ATOM 1078 2HD2 LEU A 76 163.359 -4.522 5.886 1.00 0.00 

ATOM 1079 3HD2 LEU A 76 164.284 -3.568 7.046 1.00 0.00 



ATOM 1080 


N 


LYS A 


77 159.463 


-5. 699 


4.723 1.00 0.00 


ATOM 1081 


CA 


LYS A 


77 


158. 826 


-6. 579 


3.751 1.00 0.00 


ATOM 1082 


C 


LYS A 


77 


157. 321 


-6. 654 


3.991 1.00 0.00 


ATOM 1083 


0 


LYS A 


77 


156.714 


-7.719 


3.867 1.00 0.00 


ATOM 1084 


CB 


LYS A 


77 


159.436 


-7.980 


3.821 1.00 0.00 


ATOM 1085 


CG 


LYS A 


77 


160.953 


-7.988 


3.712 1.00 0.00 


ATOM 1086 


CD 


LYS A 


77 


161.411 


-7.675 


2.296 1.00 0.00 


ATOM 1087 


CE 


LYS A 


77 


162.908 


-7.415 


2.240 1.00 0.00 


ATOM 1088 


NZ 


LYS A 


77 


163.667 


-8. 625 


1.820 1.00 0.00 


ATOM 1089 


H 


LYS A 


77 


159.937 


-4.902 


4.408 1.00 0.00 


ATOM 1090 


HA 


LYS A 


77 


159.002 


-6. 168 


2.768 1.00 0.00 



ATOM 1091 1HB LYS A 77 159.163 -8.433 4.762 1.00 0.00 

ATOM 1092 2HB LYS A 77 159.036 -8.576 3.014 1.00 0.00 

ATOM 1093 1HG LYS A 77 161.357 -7.245 4.383 1.00 0.00 

ATOM 1094 2HG LYS A 77 161.319 -8.966 3.9911.00 0.00 

ATOM 1095 1HD LYS A 77 161.177 -8.513 1.658 1.00 0.00 

ATOM 1096 2HD LYS A 77 160.888 -6.797 1.945 1.00 0.00 
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ATOM 1097 


1HE 


LYS A 


77 163.096 


-6.620 


1.534 1.00 0.00 


ATOM 1098 


2HE 


LYS A 


77 163.244 


-7. 112 


3.221 1.00 0.00 


ATOM 1099 


1HZ 


LYS A 


77 163.116 


-9.483 


2.031 1.00 0.00 


ATOM 1100 


2HZ 


LYS A 


77 164.572 


-8. 674 


2.329 1.00 0.00 


ATOM 1101 


3HZ 


LYS A 


77 163.857 


-8. 590 


0.798 1.00 0.00 


ATOM 1102 


N 


LYS A 


78 156.724 


-5.518 


4.334 1.00 0.00 


ATOM 1103 


CA 


LYS A 


78 155.290 


-5.455 


4.591 1.00 0.00 


ATOM 1104 


C 


LYS A 


78 154.730 


-4.086 


4,219 1.00 0.00 


ATOM 1105 


0 


LYS A 


78 153.888 


-3.534 


4.928 1.00 0.00 


ATOM 1106 


CB 


LYS A 


78 155.001 


-5. 755 


6.063 1.00 0.00 


ATOM 1107 


CG 


LYS A 


78 155.529 


-7. 104 


6.524 1.00 0.00 


ATOM 1108 


CD 


LYS A 


78 155.130 


-7.398 


7.961 1.00 0.00 


ATOM 1109 


CE 


LYS A 


78 153.930 


-8.331 


8.026 1.00 0.00 


ATOM 1110 


NZ 


LYS A 


78 152.998 


-7.961 


9.126 1.00 0.00 


ATOM 1111 


H 


LYS A 


78 157.261 


-4.702 


4.417 1.00 0.00 


ATOM 1112 


HA 


LYS A 


78 154.811 


-6. 205 


3.980 1.00 0.00 



ATOM 1113 1HB LYS A 78 155.457 -4.988 6.6711.00 0.00 

ATOM 1114 2HB LYS A 78 153.932 -5.739 6.219 1.00 0.00 

ATOM 1115 1HG LYS A 78 155.126 -7.875 5.884 1.00 0.00 

ATOM 1116 2HG LYS A 78 156.607 -7.101 6.452 1.00 0.00 

ATOM 1117 1HD LYS A 78 155.962 -7.864 8.468 1.00 0.00 

ATOM 1118 2HD LYS A 78 154.879 -6.470 8.452 1.00 0.00 

ATOM 1119 1HE LYS A 78 153.401 -8.283 7.086 1.00 0.00 

ATOM 1120 2HE LYS A 78 154.283 -9.339 8.188 1.00 0.00 

ATOM 1121 1HZ LYS A 78 152.591 -8.817 9.553 1.00 0.00 

ATOM 1122 2HZ LYS A 78 152.225 -7.371 8.757 1.00 0.00 

ATOM 1123 3HZ LYS A 78 153.505 -7.426 9.860 1.00 0.00 

ATOM 1124 N ALA A 79 155.202 -3.543 3.1011.00 0.00 

ATOM 1125 CA ALA A 79 154.749 -2.238 2.635 1.00 0.00 
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ATOM 1126 


C 


ALA A 


79 154.591 


-2.223 


1.118 1.00 0.00 


ATOM 1127 


0 


ALA A 


79 155.576 


-2.254 


0.381 1.00 0.00 


ATOM 1128 


CB 


ALA A 


79 155.718 


-1. 153 


3.077 1.00 0.00 


ATOM 1129 


H 


ALA A 


79 155.872 


-4. 031 


2.578 1.00 0.00 


ATOM 1130 


HA 


ALA A 


79 153.789 


-2. 038 


3.088 1.00 0.00 


ATOM 1131 


1HB 


ALA A 


79 155.189 


-0. 216 


3.177 1.00 0.00 


ATOM 1132 


2HB 


ALA A 


79 156.501 


-1. 048 


2.341 1.00 0.00 


ATOM 1133 


3HB 


ALA A 


79 156.152 


-1.425 


4.029 1.00 0.00 


ATOM 1134 


N 


LEU A 


80 153.345 


-2. 174 


0.658 1.00 0.00 


ATOM 1135 


CA 


LEU A 


80 153.058 


-2. 154 


-0.771 1.00 0.00 


ATOM 1136 


C 


LEU A 


80 152.216 


-0. 937 


-1.140 1.00 0.00 


ATOM 1137 


0 


LEU A 


80 151.022 


-0. 882 


-0.847 1.00 0.00 


ATOM 1138 


CB 


LEU A 


80 152.330 


-3.434 


-1.184 1.00 0.00 


ATOM 1139 


CG 


LEU A 


80 151.917 


-3. 501 


-2.655 1.00 0.00 


ATOM 1140 


CD1 


LEU A 


80 153.133 


-3. 730 


-3.540 1.00 0.00 



ATOM 1141 CD2 LEU A 80 150.885 -4.597 -2.8711.00 0.00 

ATOM 1142 H LEU A 80 152.600 -2.151 1.295 1.00 0.00 

ATOM 1143 HA LEU A 80 153.998 -2.100 -1.298 1.00 0.00 

ATOM 1144 1HB LEU A 80 152.976 -4.275 -0.975 1.00 0.00 

ATOM 1145 2HB LEU A 80 151.439 -3.528 -0.580 1.00 0.00 

ATOM 1146 HG LEU A 80 151.471 -2.559 -2.939 1.00 0.00 

ATOM 1147 1HD1 LEU A 80 153.887 -4.268 -2.984 1.00 0.00 

ATOM 1148 2HD1 LEU A 80 153.531 -2.777 -3.858 1.00 0.00 

ATOM 1149 3HD1 LEU A 80 152.845 -4.307 -4.407 1.00 0.00 

ATOM 1150 1HD2 LEU A 80 149.893 -4.181 -2.770 1.00 0.00 

ATOM 1151 2HD2 LEU A 80 151.027 -5.374 -2.134 1.00 0.00 

ATOM 1152 3HD2 LEU A 80 151.002 -5.012 -3.860 1.00 0.00 

ATOM 1153 N PHE A 81152.848 0.039 -1.786 1.00 0.00 
ATOM 1154 CA PHE A 81152.157 1.256 -2.195 1.00 0.00 
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ATOM 1155 C PHE A 81 151.307 
ATOM 1156 0 PHE A 81 151.705 
ATOM 1157 CB PHE A 81 153. 167 
ATOM 1158 CG .PHE A 81153.932 
ATOM 1159 CD1 PHE A 81153.577 
ATOM 1160 CD2 PHE A 81 155. 004 
ATOM 1161 CE1 PHE A 81 154. 278 
ATOM 1162 CE2 PHE A 81 155.708 
ATOM 1163 CZ PHE A 81 155. 345 
ATOM 1164 H PHE A 81 153. 800 
ATOM 1165 HA PHE A 81 151.511 
ATOM 1166 1HB PHE A 81 153. 881 
ATOM 1167 2HB PHE A 81 152. 644 
ATOM 1168 HD1 PHE A 81 152. 742 
ATOM 1169 HD2 PHE A 81 155. 289 
ATOM 1170 HE1 PHE A 81 153. 992 
ATOM 1171 HE2 PHE A 81 156. 543 
ATOM 1172 HZ PHE A 81 155. 895 
ATOM 1173 N VAL A 82 150. 136 
ATOM 1174 CA VAL A 82 149.229 
ATOM 1175 C VAL A 82 148. 290 
ATOM 1176 0 VAL A 82 148. 185 
ATOM 1177 CB VAL A 82 148. 392 
ATOM 1178 CGI VAL A 82 149.267 
ATOM 1179 CG2 VAL A 82 147.673 
ATOM 1180 H VAL A 82 149.874 
ATOM 1181 HA VAL A 82 149.826 
ATOM 1182 HB VAL A 82 147. 648 
ATOM 1183 1HG1 VAL A 82 149.980 



1.009 -3.437 1.00 0.00 
0.267 -4.335 1.00 0.00 
2.373 -2.469 1.00 0.00 
2.803 -1.249 1.00 0.00 
3.955 -0.564 1.00 0.00 
2.057 -0.788 1.00 0.00 
4.354 0.558 1.00 0.00 
2.451 0.334 1.00 0.00 
3.600 1.008 1.00 0.00 
-0.062 -1.991 1.00 0.00 
1.559 -1.385 1.00 0.00 
2.030 -3.203 1.00 0.00 
3.235 -2.856 1.00 0.00 
4.544 -0.915 1.00 0.00 
1.158 -1.315 1.00 0.00 
5.253 1.082 1.00 0.00 
1.860 0.683 1.00 0.00 
3.910 1.884 1.00 0.00 
1.635 -3.480 1.00 0.00 
1.481 -4.612 1.00 0.00 
2.677 -4.731 1.00 0.00 
3.490 -3.813 1.00 0.00 
0.195 -4.492 1.00 0.00 
-1.034 -4.677 1.00 0.00 
0.150 -3.151 1.00 0.00 
2.213 -2.734 1.00 0.00 
1.414 -5.510 1.00 0.00 
0.200 -5.274 1.00 0.00 
-1.095 -3.866 1.00 0.00 
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ATOM 1184 2HG1 VAL A 82 149. 796 
ATOM 1185 3HG1VALA 82 148.650 
ATOM 1186 1HG2 VAL A 82 146.739 
ATOM 1187 2HG2 VAL A 82 147. 476 
ATOM 1188 3HG2 VAL A 82 148. 293 
ATOM 1189 N LYS A 83 147.610 
ATOM 1190 CA LYS A 83 146. 677 
ATOM 1191 C LYS A 83 145.454 
ATOM 1192 0 LYS A 83 144. 760 
ATOM 1193 CB LYS A 83 146. 244 
ATOM 1194 CG LYS A 83 147. 383 
ATOM 1195 CD LYS A 83 147.037 
ATOM 1196 CE LYS A 83 147.527 
ATOM 1197 NZ LYS A 83 147.970 
ATOM 1198 H LYS A 83 147. 736 
ATOM 1199 HA LYS A 83 147. 188 
ATOM 1200 1HB LYS A 83 145.815 
ATOM 1201 2HB LYS A 83 145.494 
ATOM 1202 1HG LYS A 83 147. 585 
ATOM 1203 2HG LYS A 83 148.262 
ATOM 1204 1HD LYS A 83 147. 501 
ATOM 1205 2HD LYS A 83 145.964 
ATOM 1206 1HE LYS A 83 146.723 
ATOM 1207 2HE LYS A 83 148.356 
ATOM 1208 1HZ LYS A 83 147.466 
ATOM 1209 2HZ LYS A 83 148.992 
ATOM 1210 3HZ LYS A 83 147.773 
ATOM 1211 N LEU A 84 145.197 
ATOM 1212 CA LEU A 84 144.059 



-0.961 -5.616 1.00 0.00 
-1.920 -4.680 1.00 0.00 
-0.382 -3.261 1.00 0.00 
1.157 -2.815 1.00 0.00 
-0.357 -2.428 1.00 0.00 
2.775 -5.868 1.00 0.00 
3.871 -6.108 1.00 0.00 
3.754 -5.206 1.00 0.00 
2.738 -5.212 1.00 0.00 
3.888 -7.574 1.00 0.00 
4.164 -8.542 1.00 0.00 
3.716 -9.953 1.00 0.00 
4.712 -10.991 1.00 0.00 
4.039 -12.243 1.00 0.00 
2.095 -6.562 1.00 0.00 
4.796 -5.882 1.00 0.00 
2.929 -7.822 1.00 0.00 
4.653 -7.708 1.00 0.00 
5.225 -8.552 1.00 0.00 
3.631 -8.210 1.00 0.00 
2.760 -10.141 1.00 0.00 
3.620 -10.037 1.00 0.00 
5.394 -11.225 1.00 0.00 
5.266 -10.576 1.00 0.00 
3.137 -12.361 1.00 0.00 
3.849 -12.204 1.00 0.00 
4.646 -13.064 1.00 0.00 
4.803 -4.432 1.00 0.00 
4.823 -3.523 1.00 0.00 
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ATOM 1213 
ATOM 1214 
ATOM 1215 
ATOM 1216 
ATOM 1217 
ATOM 1218 
ATOM 1219 
ATOM 1220 
ATOM 1221 
ATOM 1222 
ATOM 1223 
ATOM 1224 
ATOM 1225 
ATOM 1226 
ATOM 1227 
ATOM 1228 
ATOM 1229 
ATOM 1230 
ATOM 1231 
ATOM 1232 
ATOM 1233 
ATOM 1234 
ATOM 1235 
ATOM 1236 
ATOM 1237 
ATOM 1238 
ATOM 1239 
ATOM 1240 
ATOM 1241 



C LEU A 84 142. 750 
0 LEU A 84 141.796 
CB LEU A 84 144. 039 
CG LEU A 84 142. 825 
CD1 LEU A 84 142. 924 
CD2 LEU A 84 142. 705 
H LEU A 84 145. 789 
HA LEU A 84 144. 169 
1HB LEU A 84 144. 931 
2HB LEU A 84 144. 066 
HG LEU A 84 141. 930 
1HD1 LEU A 84 141.946 
2HD1 LEU A 84 143.600 
3HD1 LEU A 84 143. 294 
1HD2 LEU A 84 143. 646 
2HD2 LEU A 84 141.931 
3HD2 LEU A 84 142.451 
N LYS A 85 142. 712 
CA LYS A 85 141.521 
C LYS A 85 141.210 
0 LYS A 85 140. 057 
CB LYS A 85 141.707 
CG LYS A 85 143. 008 
CD LYS A 85 142.945 
CE LYS A 85 142. 666 
NZ LYS A 85 143.868 
H LYS A 85 143. 505 
HA LYS A 85 140. 693 



1HB LYS A 85 140.888 



4.654 -4.288 1.00 0.00 
4.062 -3.782 1.00 0.00 
6.133 -2.733 1.00 0.00 
6.326 -1.822 1.00 0.00 
5.419 -0.605 1.00 0.00 
7.781 -1.396 1.00 0.00 
5.582 -4.474 1.00 0.00 
3.999 -2.834 1.00 0.00 
6. 175 -2. 125 1. 00 0. 00 
6.952 -3.437 1.00 0.00 
6.059 -2.365 1.00 0.00 
5.308 -0.159 1.00 0.00 
5.855 0.115 1.00 0.00 
4.450 -0.906 1.00 0.00 
8.115 -0.986 1.00 0.00 
7.874 -0.648 1.00 0.00 
8.386 -2.254 1.00 0.00 
5.177 -5.508 1.00 0.00 
5.083 -6.343 1.00 0.00 
3.630 -6.689 1.00 0.00 
3.274 -6.936 1.00 0.00 
5.896 -7.627 1.00 0.00 
5.597 -8.352 1.00 0.00 
6.026 -9.810 1.00 0.00 
4.847 -10.728 1.00 0.00 
4.463 -11.521 1.00 0.00 
5.637 -5.856 1.00 0.00 
5.494 -5.786 1.00 0.00 
5.681 -8.297 1.00 0.00 
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ATOM 1242 2HB 
ATOM 1243 1HG 
ATOM 1244 2HG 
ATOM 1245 1HD 
ATOM 1246 2HD 
ATOM 1247 1HE 
ATOM 1248 2HE 
ATOM 1249 1HZ 
ATOM 1250 2HZ 
ATOM 1251 3HZ 
ATOM 1252 N 
ATOM 1253 CA 
ATOM 1254 C 
ATOM 1255 0 
ATOM 1256 CB 
ATOM 1257 OG 
ATOM 1258 H 
ATOM 1259 HA 
ATOM 1260 1HB 
ATOM 1261 2HB 
ATOM 1262 HG 
ATOM 1263 N 
ATOM 1264 CA 
ATOM 1265 C 
ATOM 1266 0 
ATOM 1267 CB 
ATOM 1268 SG 
ATOM 1269 H 
ATOM 1270 HA 



LYS A 85 141.691 
LYS A 85 143. 811 
LYS A 85 143. 200 
LYS A 85 142. 156 
LYS A 85 143. 890 
LYS A 85 142. 358 
LYS A 85 141.869 
LYS A 85 143.929 
LYS A 85 144. 729 
LYS A 85 143.810 
SER A 86 142.243 
SER A 86 142.077 
SER A 86 142. 051 
SER A 86 142.486 
SER A 86 143.205 
SER A 86 143. 371 
SER A 86 143. 139 
SER A 86 141. 134 
SER A 86 144. 128 
SER A 86 142.972 
SER A 86 142. 512 
CYS A 87 141.537 
CYS A 87 141.454 
CYS A 87 140.001 
CYS A 87 139. 186 
CYS A 87 142.207 
CYS A 87 144.005 
CYS A 87 141.206 
CYS A 87 141.916 



6.947 -7.379 1.00 0.00 
6.131 -7.866 1.00 0.00 
4.535 -8.307 1.00 0.00 
6.754 -9.927 1.00 0.00 
6.470 -10.086 1.00 0.00 
4.003 -10.129 1.00 0.00 
5.116 -11.406 1.00 0.00 
3.427 -11.599 1.00 0.00 
4.815 -11.058 1.00 0.00 
4.869 -12.477 1.00 0.00 
2.794 -6.705 1.00 0.00 
1.380 -7.019 1.00 0.00 
0.539 -5.747 1.00 0.00 
-0.613 -5.743 1.00 0.00 
0.904 -7.936 1.00 0.00 
1.779 -9.038 1.00 0.00 
3.136 -6.500 1.00 0.00 
1.264 -7.533 1.00 0.00 
0.869 -7.378 1.00 0.00 
-0.083 -8.308 1.00 0.00 
1.998 -9.406 1.00 0.00 
1.122 -4.669 1.00 0.00 
0.427 -3.390 1.00 0.00 
0.231 -2.970 1.00 0.00 
1.148 -3.073 1.00 0.00 
1.208 -2.311 1.00 0.00 
1.180 -2.501 1.00 0.00 
2.042 -4.735 1.00 0.00 
-0.542 -3.508 1.00 0.00 
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ATOM 1271 
ATOM 1272 
ATOM 1273 
ATOM 1274 
ATOM 1275 
ATOM 1276 
ATOM 1277 
ATOM 1278 
ATOM 1279 
ATOM 1280 
ATOM 1281 
ATOM 1282 
ATOM 1283 
ATOM 1284 
ATOM 1285 
ATOM 1286 
ATOM 1287 
ATOM 1288 
ATOM 1289 
ATOM 1290 
ATOM 1291 
ATOM 1292 
ATOM 1293 
ATOM 1294 
ATOM 1295 
ATOM 1296 
ATOM 1297 
ATOM 1298 
ATOM 1299 



1HB CYS A 
2HB CYS A 



HG CYS A 
N ARG A 
CA ARG A 
C ARG A 
0 ARG A 
CB ARG A 
CG ARG A 
CD ARG A 
NE ARG A 
CZ ARG A 
NH1 ARG A 
NH2 ARG A 
H ARG A 
HA ARG A 
1HB ARG A 
2HB ARG A 
1HG ARG A 
2HG ARG A 
1HD ARG A 
2HD ARG A 
HE ARG A 
1HH1 ARG A 
2HH1 ARG A 
1HH2 ARG A 
2HH2 ARG A 
N PRO A 
CA PRO A 



87 141.891 
87 141.972 

87 144.394 

88 139.683 
88 138.328 
88 138.292 
88 139.234 
88 137.790 
88 136.954 
88 135.509 
88 135.240 
88 134.146 
88 133.219 
88 133.980 
88 140.377 
88 137.706 
88 138.623 
88 137.176 
88 136.976 
88 137.378 
88 135.304 
88 134.862 
88 135.910 
88 133.338 
88 132.399 
88 134.676 

88 133.159 

89 137.198 
89 137.048 



2.239 
0.788 
1.095 
-0. 971 
-1.288 
-1.575 
-2. 142 
-2.492 
-2. 109 
-2. 558 
-3.791 
-4.531 
-4. 168 
-5.638 
-1.660 
-0.430 
-3.088 
-3.087 
-1.035 
-2. 575 
-2.724 
-1.778 
-4.082 
-3. 334 
-4.728 
-5.917 
-6. 194 
-1.187 
-1.408 



-2.337 1.00 0.00 
-1.344 1.00 0.00 
-1.627 1.00 0.00 
-2.498 1.00 0.00 
-2.063 1.00 0.00 
-0.563 1.00 0.00 
-0.010 1.00 0.00 
-2.839 1.00 0.00 
-4.051 1.00 0.00 
-3.902 1.00 0.00 
-4.638 1.00 0.00 
-4.470 1.00 0.00 
-3.594 1.00 0.00 
-5.181 1.00 0.00 
-2.441 1.00 0.00 
-2.269 1.00 0.00 
-3.178 1.00 0.00 
-2.178 1.00 0.00 
-4.167 1.00 0.00 
-4.929 1.00 0.00 
-2.854 1.00 0.00 
-4.275 1.00 0.00 
-5.292 1.00 0.00 
-3.054 1.00 0.00 
-3.472 1.00 0.00 
-5.843 1.00 0.00 
-5.055 1.00 0.00 
0.118 1.00 0.00 
1.560 1.00 0.00 



miE#2 003-3083148 



#M 2002-236129 



194/ 



ATOM 1300 C 

ATOM 1301 0 

ATOM 1302 CB 

ATOM 1303 CG 

ATOM 1304 CD 

ATOM 1305 HA 



PRO A 89 137.285 
PRO A 89 136.808 
PRO A 89 135. 594 
PRO A 89 135.252 
PRO A 89 136.026 
PRO A 89 137.710 
ATOM 1306 1HB PRO A 89 134.967 
ATOM 1307 2HB PRO A 89 135. 520 
ATOM 1308 1HG PRO A 89 134. 191 
ATOM 1309 2HG PRO A 89 135. 548 
ATOM 1310 1HD PRO A 89 135.436 
ATOM 1311 2HD PRO A 89 136. 329 
ATOM 1312 N ASP A 90 138.026 
ATOM 1313 CA ASP A 90 138.326 
ATOM 1314 C ASP A 90 137.405 
ATOM 1315 0 ASP A 90 137.387 
ATOM 1316 CB ASP A 90 139.786 
ATOM 1317 CG ASP A 90 140.288 
ATOM 1318 0D1 ASP A 90 139.463 
ATOM 1319 0D2 ASP A 90 141.506 
ATOM 1320 H ASP A 90 138.378 
ATOM 1321 HA ASP A 90 138. 167 
ATOM 1322 1HB ASP A 90 140.403 
ATOM 1323 2HB ASP A 90 139. 881 
ATOM 1324 N SER A 91 136.640 



ATOM 1325 CA 

ATOM 1326 C 

ATOM 1327 0 

ATOM 1328 CB 



SER A 91 135. 716 

SER A 91 136.321 

SER A 91 135.606 

SER A 91 134.396 



-2.863 
-3.781 
-1.013 
-0. 054 
-0. 505 
-0.771 
-1.892 
-0. 549 
-0. 090 
0.945 
-1.189 
0.346 
-3. 066 
-4.409 
-4.795 
-4. 137 
-4.499 
-5.929 
-6.840 
-6. 138 
-2. 294 
-5.097 
-3.947 
-4. 067 
-5. 865 
-6. 338 
-7.495 
-8. 375 
-6.776 



1.950 1.00 0.00 
1.282 1.00 0.00 
1.832 1.00 0.00 
0.744 1.00 0.00 
-0.463 1.00 0.00 
2.128 1.00 0.00 
1.797 1.00 0.00 
2.803 1.00 0.00 
0.545 1.00 0.00 
1.028 1.00 0.00 
-1.056 1.00 0.00 
-1.055 1.00 0.00 
3.035 1.00 0.00 
3.514 1.00 0.00 
4.667 1.00 0.00 
5.706 1.00 0.00 
3.961 1.00 0.00 
4.013 1.00 0.00 
4.238 1.00 0.00 
3.828 1.00 0.00 
3.525 1.00 0.00 
2.696 1.00 0.00 
3.268 1.00 0.00 
4.946 1.00 0.00 
4.475 1.00 0.00 
5.498 1.00 0.00 
6.286 1.00 0.00 
6.764 1.00 0.00 
4.860 1.00 0.00 
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ATOM 1329 OG SERA 91 133.310 -6.584 5.749 1.00 0.00 
ATOM 1330 H SERA 91 136.699 -6.348 3.624 1.00 0.00 
ATOM 1331 HA SERA 91 135.523 -5.519 6.175 1.00 0.00 
ATOM 1332 1HB SERA 91 134.221 -6.196 3.966 1.00 0.00 
ATOM 1333 2HB SERA 91 134.454 -7.824 4.603 1.00 0.00 
ATOM 1334 HG SER A 91 133.107 -7.412 6.191 1.00 0.00 
ATOM 1335 N ARG A 92 137.643 -7.487 6.418 1.00 0.00 
ATOM 1336 CA ARG A 92 138.345 -8.536 7.149 1.00 0.00 
ATOM 1337 C ARG A 92 137.999 -8.490 8.633 1.00 0.00 
ATOM 1338 0 ARG A 92 137.991 -9.519 9.310 1.00 0.00 
ATOM 1339 CB ARG A 92 139.856 -8.395 6.960 1.00 0.00 
ATOM 1340 CG ARG A 92 140.387 -9.117 5.733 1.00 0.00 
ATOM 1341 CD ARG A 92 140,922 -10.495 6.085 1.00 0.00 
ATOM 1342 NE ARG A 92 139.849-11.470 6.267 1.00 0.00 
ATOM 1343 CZ ARG A 92 140.030-12.682 6.784 1.00 0.00 
ATOM 1344 NH1 ARG A 92 141.238-13.075 7.169 1.00 0.00 
ATOM 1345 NH2 ARG A 92 138.999-13.508 6.915 1.00 0.00 
ATOM 1346 H ARG A 92 138.160 -6.758 6.014 1.00 0.00 
ATOM 1347 HA ARG A 92 138.029 -9.488 6.747 1.00 0.00 
ATOM 1348 1HB ARG A 92 140.099 -7.347 6.869 1.00 0.00 
ATOM 1349 2HB ARG A 92 140.355 -8.796 7.8311.00 0.00 
ATOM 1350 1HG ARG A 92 139.586 -9.225 5.016 1.00 0.00 
ATOM 1351 2HG ARG A 92 141.183 -8.530 5.299 1.00 0.00 
ATOM 1352 1HD ARG A 92 141.568-10.830 5.287 1.00 0.00 
ATOM 1353 2HD ARG A 92 141.491-10.423 7.0011.00 0.00 
ATOM 1354 HE ARG A 92 138.947 -11.206 5.990 1.00 0.00 
ATOM 1355 1HH1ARGA 92 142.019 -12.458 7.074 1.00 0.00 
ATOM 1356 2HH1ARGA 92 141.367 -13.988 7.557 1.00 0.00 
ATOM 1357 1HH2 ARG A 92 138.087 -13.217 6.626 1.00 0.00 
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ATOM 1361 C 
ATOM 1362 0 
ATOM 1363 CB 



ATOM 1358 2HH2 ARG A 92 139.135 -14.418 7.303 1.00 0.00 
ATOM 1359 N PHE A 93 137.713 -7.293 9.133 1.00 0.00 
ATOM 1360 CA PHE A 93 137.366 -7.114 10.538 1.00 0.00 
PHE A 93 136.006 -6.439 10.683 1.00 0.00 
PHE A 93 135.761 -5.713 11.646 1.00 0.00 
PHE A 93 138.437 -6.284 11.248 1.00 0.00 
ATOM 1364 CG PHE A 93 139.732 -7.019 11.447 1.00 0.00 
ATOM 1365 CD1 PHE A 93 140.508 -7.389 10.360 1.00 0.00 
ATOM 1366 CD2 PHE A 93 140.173 -7.340 12.7211.00 0.00 
ATOM 1367 CE1 PHE A 93 141.701 -8.064 10.540 1.00 0.00 
ATOM 1368 CE2 PHE A 93 141.365 -8.015 12.907 1.00 0.00 
ATOM 1369 CZ PHE A 93 142.129 -8.378 11.815 1.00 0.00 
ATOM 1370 H PHE A 93 137.736 -6.511 8.543 1.00 0.00 
ATOM 1371 HA PHE A 93 137.320 -8.091 10.995 1.00 0.00 
ATOM 1372 1HB PHE A 93 138.644 -5.400 10.663 1.00 0.00 
ATOM 1373 2HB PHE A 93 138.069 -5.989 12.219 1.00 0.00 
ATOM 1374 HD1 PHE A 93 140.174 -7.143 9.362 1.00 0.00 
ATOM 1375 HD2 PHE A 93 139.576 -7.057 13.575 1.00 0.00 
ATOM 1376 HE1 PHE A 93 142.296 -8.347 9.684 1.00 0.00 
ATOM 1377 HE2 PHE A 93 141.697 -8.260 13.905 1.00 0.00 
ATOM 1378 HZ PHE A 93 143.060 -8.906 11.957 1.00 0.00 
ATOM 1379 N ALA A 94 135.123 -6.684 9.719 1.00 0.00. 
ATOM 1380 CA ALA A 94 133.788 -6.099 9.741 1.00 0..00 
ATOM 1381 C ALA A 94 132.772 -7.072 10.327 1.00 0.00 
ALA A 94 132.691 -8.228 9.909 1.00 0.00 
ALA A 94 133.373 -5.682 8.337 1.00 0.00 
ALA A 94 135.376 -7.271 8.976 1.00 0.00 
ATOM 1385 HA ALA A 94 133.822 -5.214 10.358 1.00 0.00 
ATOM 1386 1HB ALA A 94 134.251 -5.568 7.7211.00 0.00 



ATOM 1382 0 
ATOM 1383 CB 
ATOM 1384 H 
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ATOM 1387 2HB ALA A 94 132.841 -4.743 8.384 1.00 0.00 
ATOM 1388 3HB ALA A 94 132.730 -6.439 7.913 1.00 0.00 
ATOM 1389 N SERA 95 131.999 -6.600 11.299 1.00 0.00 
ATOM 1390 CA SERA 95 130.987 -7.428 11.944 1.00 0.00 
ATOM 1391 C SERA 95 129.662 -7.353 11.194 1.00 0.00 
ATOM 1392 0 SERA 95 129.017 -6.305 11.158 1.00 0.00 
ATOM 1393 CB SERA 95 130.791 -6.992 13.397 1.00 0.00 
ATOM 1394 OG SERA 95 130.890 -5.584 13.525 1.00 0.00 
ATOM 1395 H SERA 95 132.110 -5.670 11.589 1.00 0.00 
ATOM 1396 HA SERA 95 131.338 -8.450 11.928 1.00 0.00 
ATOM 1397 1HB SERA 95 129.814 -7.304 13.735 1.00 0.00 
ATOM 1398 2HB SERA 95 131.549 -7.453 14.013 1.00 0.00 
ATOM 1399 HG SERA 95 130.226 -5.272 14.144 1.00 0.00 
ATOM 1400 N LEU A 96 129.260 -8.471 10.598 1.00 0.00 
ATOM 1401 CA LEU A 96 128.010 -8.531 9.849 1.00 0.00 
ATOM 1402 C LEU A 96 127.168 -9.724 10.295 1.00 0.00 
ATOM 1403 0 LEU A 96 126.898 -10.636 9.512 1.00 0.00 
ATOM 1404 CB LEU A 96 128.294 -8.620 8.348 1.00 0.00 
ATOM 1405 CG LEU A 96 128.449 -7.275 7.638 1.00 0.00 
ATOM 1406 CD1 LEU A 96 129.872 -6.756 7.782 1.00 0.00 
ATOM 1407 CD2 LEU A 96 128.074 -7.403 6.170 1.00 0.00 
ATOM 1408 H LEU A 96 129.818 -9.273 10.663 1.00 0.00 
ATOM 1409 HA LEU A 96 127.459 -7.624 10.049 1.00 0.00 
ATOM 1410 1HB LEU A 96 129.204 -9.186 8.209 1.00 0.00 
ATOM 1411 2HB LEU A 96 127.483 -9.158 7.881 1.00 0.00 
ATOM 1412 HG LEU A 96 127.785 -6.556 8.093 1.00 0.00 
ATOM 1413 1HD1 LEU A 96 130.148 -6.210 6.893 1.00 0.00 
ATOM 1414 2HD1 LEU A 96 130.546 -7.589 7.917 1.00 0.00 
ATOM 1415 3HD1 LEU A 96 129.932 -6.102 8.639 1.00 0.00 
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ATOM 1420 CA 

ATOM 1421 C 

ATOM 1422 0 

ATOM 1423 CB 

ATOM 1424 CG 

ATOM 1425 CD 



ATOM 1416 1HD2 LEU A 96 128.564 -6.626 5.603 1.00 0.00 
ATOM 1417 2HD2 LEU A 96 127.003 -7.305 6.063 1.00 0.00 
ATOM 1418 3HD2 LEU A 96 128.385 -8.368 5.800 1.00 0.00 
ATOM 1419 N GLN A 97 126.757 -9.711 11.559 1.00 0.00 
GLN A 97 125.947 -10.790 12.110 1.00 0.00 
GLN A 97 124.516 -10.728 11.576 1.00 0.00 
GLN A 97 124.045 -11.665 10.932 1.00 0.00 
GLN A 97 125.941 -10.721 13.640 1.00 0.00 
GLN A 97 126.526 -11.955 14.306 1.00 0.00 
GLN A 97 127.328 -11.623 15.549 1.00 0.00 
ATOM 1426 0E1 GLN A 97 128.215-10.768 15.519 1.00 0.00 
ATOM 1427 NE2 GLN A 97 127.020-12.297 16.650 1.00 0.00 
ATOM 1428 H GLN A 97 127.004 -8.958 12.134 1.00 0.00 
ATOM 1429 HA GLN A 97 126.390 -11.726 11.804 1.00 0.00 
ATOM 1430 1HB GLN A 97 126.519 -9.863 13.952 1.00 0.00 
ATOM 1431 2HB GLN A 97 124.924 -10.602 13.982 1.00 0.00 
ATOM 1432 1HG GLN A 97 125.719-12.616 14.585 1.00 0.00 
ATOM 1433 2HG GLN A 97 127.173 -12.457 13.601 1.00 0.00 
ATOM 1434 1HE2 GLN A 97 126.303 -12.963 16.600 1.00 0.00 
ATOM 1435 2HE2GLNA 97 127.523 -12.101 17.468 1.00 0.00 
ATOM 1436 N PRO A 98 123.805 -9.618 11.839 1.00 0.00 
ATOM 1437 CA PROA 98 122.423 -9.441 11.383 1.00 0.00 
ATOM 1438 C PROA 98 122.336 -9.185 9.882 1.00 0.00 
PRO A 98 121.504 -9.772 9.190 1.00 0.00 
PRO A 98 121.948 -8.215 12.163 1.00 0.00 
ATOM 1441 CG PROA 98 123.189 -7.437 12.434 1.00 0.00 
ATOM 1442 CD PROA 98 124.289 -8.450 12.603 1.00 0.00 
ATOM 1443 HA PROA 98 121.811 -10.293 11.637 1.00 0.00 
ATOM 1444 1HB PROA 98 121.251 -7.650 11.562 1.00 0.00 



ATOM 1439 0 
ATOM 1440 CB 
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ATOM 1445 2HB PRO A 98 121.472 
ATOM 1446 1HG PRO A 98 123.404 
ATOM 1447 2HG PRO A 98 123.070 
ATOM 1448 1HD PRO A 98 125.213 
ATOM 1449 2HD PRO A 98 124. 416 
ATOM 1450 N SER A 99 123. 200 
ATOM 1451 CA SER A 99 123. 219 
ATOM 1452 C SERA 99 121.874 
ATOM 1453 0 SERA 99 121.020 
ATOM 1454 CB SER A 99 123. 566 
ATOM 1455 OG SERA 99 124.331 
ATOM 1456 H SER A 99 123. 840 
ATOM 1457 HA SER A 99 123.981 
ATOM 1458 1HB SER A 99 124. 136 
ATOM 1459 2HB SERA 99 122.654 
ATOM 1460 HG SERA 99 124.982 
ATOM 1461 N GLY A 100 121.693 
ATOM 1462 CA GLY A 100 120.450 
ATOM 1463 C GLY A 100 119.356 
ATOM 1464 0 GLY A 100 119.639 
ATOM 1465 H GLY A 100 122.411 
ATOM 1466 1HA GLY A 100 120. 118 
ATOM 1467 2HA GLY A 100 120.628 
ATOM 1468 N PRO A 101 118.085 
ATOM 1469 CA PRO A 101 116.952 
ATOM 1470 C PRO A 101 116.660 
ATOM 1471 0 PRO A 101 116.427 
ATOM 1472 CB PRO A 101 115.786 
ATOM 1473 CG PRO A 101 116. 154 



-8.530 13.079 1.00 0.00 
-6.786 11.600 1.00 0.00 
-6.861 13.341 1.00 0.00 
-8.076 12.188 1.00 0.00 
-8.700 13.646 1.00 0.00 
-8.306 9.385 1.00 0.00 
-7.974 7.965 1.00 0.00 
-7.407 7.521 1.00 0.00 
-7.091 8.348 1.00 0.00 
-9.211 7.134 1.00 0.00 
-8.862 5.994 1.00 0.00 
-7.871 9.986 1.00 0.00 
-7.223 7.811 1.00 0.00 
-9.899 7.738 1.00 0.00 
-9.689 6.808 1.00 0.00 
-9.547 5.823 1.00 0.00 
-7.282 6.210 1.00 0.00 
-6.753 5.680 1.00 0.00 
-7.803 5.611 1.00 0.00 
-8.982 5.399 1.00 0.00 
-7.550 5.597 1.00 0.00 
-5.944 6.312 1.00 0.00 
-6.370 4.686 1.00 0.00 
-7.404 5.789 1.00 0.00 
-8.333 5.743 1.00 0.00 
-8.821 4.328 1.00 0.00 
-8.023 3.421 1.00 0.00 
-7.494 6.269 1.00 0.00 
-6.088 5.942 1.00 0.00 
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ATOM 1474 


CD 


PRO A 101 117.653 


a ai a 
-O. Ulo 


c. a/iq i no o no 


ATOM 1475 


HA 


PRO A 101 117. 110 


A 1 QO 

-9. loZ 


& Qcn i no o on 

O. Oc/l 1. w u. \J\J 


ATOM 1476 


1HB 


PRO A 101 114.873 


H TAI 


c; 773 1 00 0 00 


ATOM 1477 


2HB 


PRO A 101 115.686 


-/. boo 


7 QQR 1 00 0 00 
f.OOO ±. UU U. UU 


ATOM 1478 


1HG 


TATX /-v A 1 /"V 1 IIP* OOO 

PRO A 101 115.838 


-o. obU 


/I QQ7 1 00 0 00 
4.J70/ l.UU u. UU 


ATOM 1479 


2HG 


PRO A 101 115.696 


C AI A 

-b. 414 


A A^O 1 00 0 00 
O. DOv X. UU U.Uv 


ATOM 1480 


1HD 


PRO A 101 118.052 


-b. o4o 


c QAA 1 00 0 00 
D. uU4 Jl. UU v. uu 


ATOM 1481 


2HD 


PRO A 101 117.947 


C TA1 

-5. /yjl 


7 AQQ 1 00 0 00 

/ . uoy i. vv u. uu 


ATOM 1482 


N 


SER A 102 116. 674 


1 A 1 9Q 

-10. loo 


A l/l ft 1 00 0 00 


ATOM 1483 


CA 


/->-»-\TPk a i Art 11/* yllO 

SER A 102 116. 412 


1 A TOO 

-10. 7oo 


o O/iO i 00 0 00 

O^Lt X.UU U. W 


ATOM 1484 


C 


SER A 102 116. 109 


-1Z. Llii 


9 Q7A 1 00 0 00 
X.UU U. UU 


ATOM 1485 


0 


SER A 102 114.991 


-1Z. bb4 


9 719 1 OO 0 00 
Z. i x.u X.UU v. UU 


ATOM 1486 


CB 


SER A 102 117. 608 


-1U. bZ4 


1 0.1 3 1 A A A 00 
l.yio 1. UU U. UU 


ATOM 1487 


OG 


SER A 102 118. 116 


-9.206 


r\ r\ e*\ c\ i f\ f\ f\ (\f\ 

2.023 1.00 0.00 


ATOM 1488 


H 


SER A 102 116. 867 


-10. 723 


4.910 1.00 0.00 


ATOM 1489 


HA 


SER A 102 115. 549 


-10. 239 


2.421 1.00 0.00 


ATOM 1490 


1HB 


SER A 102 118.391 


-11.220 


2.174 1.00 0.00 



ATOM 1491 2HB SER A 102 117.301 -10.695 0.891 1.00 0.00 

ATOM 1492 HG SER A 102 117.394 -8.577 1.950 1.00 0.00 

ATOM 1493 N SER A 103 117.113 -12.991 3.383 1.00 0.00 

ATOM 1494 CA SER A 103 116.954 -14.431 3.549 1.00 0.00 

ATOM 1495 C SER A 103 116.257 -14.753 4.867 1.00 0.00 

ATOM 1496 0 SER A 103 115.461 -15.689 4.948 1.00 0.00 

ATOM 1497 CB SER A 103 118.316 -15.125 3.496 1.00 0.00 

ATOM 1498 0G SER A 103 119.347 -14.261 3.943 1.00 0.00 

ATOM 1499 H SER A 103 117.982 -12.580 3.576 1.00 0.00 

ATOM 1500 HA SER A 103 116.344 -14.793 2.735 1.00 0.00 

ATOM 1501 1HB SER A 103 118.297 -15.999 4.129 1.00 0.00 

ATOM 1502 2HB SER A 103 118.528 -15.422 2.480 1.00 0.00 
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ATOM 1503 


HG 


SER A 103 119.084 


1 O OCA 

•*-13. 850 


/i 77n i no o oo 

4. / /U 1- vv v. uw 


ATOM 1504 


N 


GLY A 104 116.563 


1 O ATI 

-13. 971 


c OAQ i 00 0 00 

0. Oi/O li W w« W 


ATOM 1505 


CA 


GLY A 104 115. 957 


1 A 1 AA 

-14. 190 


7 i oo i no o oo 


ATOM 1506 


C 


GLY A 104 116. 797 


-13. ooZ 


Q QQA 1 no 0 00 


ATOM 1507 


0 


GLY A 104 116.544 


-1Z. 4oo 


o 7/IQ 1 00 0 00 


ATOM 1508 


OXT 


r*T \7 A TA>I "11*7 71A 

GLY A 104 117. /1U 




8 800 1 00 0.00 

Ovw A* WV v/. v w 


ATOM 1509 


TT 

H 


PT V A 1 (\A 117 90A 
(jLl A 1U4 11/. 


-"H 241 


5.775 1.00 0.00 


ATOM 1510 


1HA 


GLY A 104 114.988 


-13.713 


j-7 n 1 r i A A A AH 

7.216 1.00 O.UU 


ATOM 1511 


2HA 


GLY A 104 115. 828 


-15.251 


7.349 1.00 0.00 


TER 1512 




GLY A 104 






ENDMDL 











[0 10 1] 





mm. 4 










ATOM 1 


N 


GLY A 


1 121.720 


20.634 - 


•14.920 1.00 0.00 


ATOM 2 


CA 


GLY A 


1 122.817 


20.620 - 


-15.926 1.00 0.00 


ATOM 3 


C 


GLY A 


1 124.008 


19.798 - 


-15.473 1.00 0.00 


ATOM 4 


0 


GLY A 


1 124.328 


18.773 - 


-16.074 1.00 0.00 


ATOM 5 


1H 


GLY A 


1 121.802 


19.811 • 


-14.289 1.00 0.00 


ATOM 6 


2H 


GLY A 


1 120.797 


20. 600 


-15.398 1.00 0.00 


ATOM 7 


3H 


GLY A 


1 121.770 


21.502 


-14.350 1.00 0.00 


ATOM 8 


1HA 


GLY A 


1 122.439 


20. 205 


-16.849 1.00 0.00 


ATOM 9 


2HA 


GLY A 


1 123.140 


21. 634 


-16.106 1.00 0.00 


ATOM 10 


N 


SER A 


2 124.667 


20. 251 


-14.411 1.00 0.00 


ATOM 11 


CA 


SER A 


2 125.830 


19. 552 


-13.878 1.00 0.00 


ATOM 12 


C 


SER A 


2 125.464 


18. 765 


-12.623 1.00 0.00 


ATOM 13 


0 


SER A 


2 126.259 


18. 661 


-11.690 1.00 0.00 


ATOM 14 


CB 


SER A 


2 126.948 


20. 547 


-13.561 1.00 0.00 


ATOM 15 


0G 


SER A 


2 126.520 


21.513 


-12.617 1.00 0.00 
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ATOM 16 
ATOM 17 
ATOM 18 
ATOM 19 
ATOM 20 
ATOM 21 
ATOM 22 
ATOM 23 
ATOM 24 
ATOM 25 
ATOM 26 
ATOM 27 
ATOM 28 
ATOM 29 
ATOM 30 
ATOM 31 
ATOM 32 
ATOM 33 
ATOM 34 
ATOM 35 
' ATOM 36 
• ATOM 37 
ATOM 38 
ATOM 39 
ATOM 40 
ATOM 41 
ATOM 42 
ATOM 43 
ATOM 44 



H SER A 
HA SER A 
1HB SER A 
2HB SER A 
HG SER A 
SER A 
SER A 



N 
CA 
C 
0 

CB 
OG 
H 
HA 



N 



0 
H 



2 124.363 
2 126.177 
2 127.796 
2 127.243 

2 126.598 

3 124.255 
3 123.782 
3 123.253 
3 123.214 
3 122.690 
3 122.954 
3 123.666 
3 124.619 
3 121.739 
3 122.641 

3 123.781 

4 122.847 
4 122.325 
4 121.131 
4 120.014 
4 122.901 
4 122.029 

4 123.105 

5 121.366 
SER A 5 120. 300 
SER A 5 120.725 
SER A 5 121.804 
SER A 5 119. 918 
SER A 5 118. 602 



SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
1HB SER A 
2HB SER A 
HG SER A 
GLY A 
CA GLY A 
C GLY A 
GLY A 
GLY A 
1HA GLY A 
2HA GLY A 
N SER A 
CA 
C 
0 
CB 
OG 



21.075 - 
18.862 - 
20.015 ■ 
21.054 
22.391 
18.213 
17.436 
16. 078 
15. 780 
18.201 
19.592 
18.332 
17.280 
18.031 
17.848 
19.758 
15.258 
13.942 
13.570 
13.442 
15.549 
13.925 
13.211 
13.394 
13.034 
13. 292 
13. 829 
11.564 
11.319 



13.976 1.00 0.00 
-14.633 1.00 0.00 
-13.156 1.00 0.00 
-14.469 1.00 0.00 
-12.998 1.00 0.00 
-12.610 1.00 0.00 
-11.469 1.00 0.00 
-11.920 1.00 0.00 
-13.113 1.00 0.00 
-10.721 1.00 0.00 
-10.713 1.00 0.00 
-13.384 1.00 0.00 
-10.805 1.00 0.00 
-11.206 1.00 0.00 
-9.701 1.00 0.00 
-10.252 1.00 0.00 
-10.956 1.00 0.00 
-11.272 1.00 0.00 
-10.416 1.00 0.00 
-10.917 1.00 0.00 
-10.021 1.00 0.00 
-12.310 1.00 0.00 
-11.120 1.00 0.00 
-9.120 1.00 0.00 
-8.191 1.00 0.00 
-6.750 1.00 0.00 
-6.496 1.00 0.00 
-8.367 1.00 0.00 
-7.902 1.00 0.00 
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ATOM 45 
ATOM 46 
ATOM 47 
ATOM 48 
ATOM 49 
ATOM 50 
ATOM 51 
ATOM 52 
ATOM 53 
ATOM 54 
ATOM 55 
ATOM 56 
ATOM 57 
ATOM 58 
ATOM 59 
ATOM 60 
ATOM 61 
ATOM 62 
ATOM 63 
ATOM 64 
ATOM 65 
ATOM 66 
ATOM 67 
ATOM 68 
ATOM 69 
ATOM 70 
ATOM 71 
ATOM 72 
ATOM 73 



H SERA 5 122.278 13.510 -8.780 1.00 0.00 
HA SERA 5 119.443 13.650 -8.417 1.00 0.00 
1HB SERA 5 119.969 11.303 -9.414 1.00 0.00 
2HB SERA 5 120.605 10.946 -7.809 1.00 0.00 
HG SERA 5 117.985 11.880 -8.377 1.00 0.00 
N SERA 6 119.871 12.904 -5.808 1.00 0.00 
CA SERA 6 120.158 13.094 -4.391 1.00 0.00 
C SERA 6 120.904 11.891 -3.822 1.00 0.00 
0 SERA 6 120.766 10.772 -4.314 1.00 0.00 
CB SERA 6 118.860 13.318 -3.612 1.00 0.00 
OG SERA 6 118.541 14.697 -3.538 1.00 0.00 
H SERA 6 119.027 12.481 -6.073 1.00 0.00 
HA SERA 6 120.782 13.969 -4.293 1.00 0.00 
1HB SERA 6 118.052 12.801 -4.106 1.00 0.00 
2HB SERA 6 118.975 12.933 -2.609 1.00 0.00 
HG SERA 6 118.107 14.880 -2.702 1.00 0.00 
N GLYA 7 121.697 12.132 -2.782 1.00 0.00 
CA GLYA 7 122.455 11.059 -2.163 1.00 0.00 
C GLYA 7 123.939 11.360 -2.100 1.00 0.00 
0 GLYA 7 124.349 12.392 -1.568 1.00 0.00 
H GLYA 7 121.768 13.044 -2.433 1.00 0.00 
1HA GLYA 7 122.086 10.908 -1.159 1.00 0.00 
2HA GLYA 7 122.306 10.153 -2.730 1.00 0.00 
N LEU A 8 124.747 10.455 -2.645 1.00 0.00 
CA LEU A 8 126.195 10.628 -2.648 1.00 0.00 
C LEU A 8 126.735 10.727 -1.225 1.00 0.00 
0 LEU A 8 126.956 11.822 -0.708 1.00 0.00 
CB LEU A 8 126.578 11.881 -3.439 1.00 0.00 
CG LEU A 8 126.391 11.771 -4.954 1.00 0.00 
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ATOM 74 
ATOM 75 
ATOM 76 
ATOM 77 
ATOM 78 
ATOM 79 
ATOM 80 
ATOM 81 
ATOM 82 
ATOM 83 
ATOM 84 
ATOM 85 
ATOM 86 
ATOM 87 
ATOM 88 
ATOM 89 
ATOM 90 
ATOM 91 
ATOM 92 
ATOM 93 
ATOM 94 
ATOM 95 
ATOM 96 
ATOM 97 
ATOM 98 
ATOM 99 
ATOM 100 
ATOM 101 
ATOM 102 



CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N ALA A 



CA 
C 
0 

CB 
H 



ALA A 
ALA A 
ALA A 
ALA A 
ALA A 
HA ALA A 
1HB ALA A 
2HB ALA A 
3HB ALA A 
N MET A 
CA MET A 
C MET A 
0 MET A 
CB MET A 
CG MET A 



8 125.132 
8 127.609 
8 124.360 
8 126.631 
8 125.979 
8 127.617 
8 126.281 
8 125.389 
8 124.442 
8 124.669 
8 127.471 
8 128.489 

8 127.731 

9 126.946 
9 127.461 
9 128.987 
9 129.620 
9 126.930 
9 126.752 
9 127.103 

9 126.984 
9 125.902 

9 127.525 

10 129.571 

10 131.023 
10 131.429 
10 132.025 
10 131.614 
10 130.848 



12.503 -5.392 1.00 0.00 
12.320 -5.684 1.00 0.00 
9.653 -3.053 1.00 0.00 
9.764 -3.127 1.00 0.00 
12.704 -3.080 1.00 0.00 
12.101 -3.241 1.00 0.00 
10.731 -5.222 1.00 0.00 
13.502 -5.716 1.00 0.00 
12.560 -4.564 1.00 0.00 
11.968 -6.208 1.00 0.00 
12.206 -6.749 1.00 0.00 
11.776 -5.375 1.00 0.00 
13.366 -5.447 1.00 0.00 
9.575 -0.597 1.00 0.00 
9.530 0.766 1.00 0.00 
9.538 0.777 1.00 0.00 
8.618 1.295 1.00 0.00 
8.302 1.490 1.00 0.00 
8.734 -1.062 1.00 0.00 
10.408 1.285 1.00 0.00 
7.446 0.834 1.00 0.00 
8.470 1.778 1.00 0.00 
8.119 2.372 1.00 0.00 
10.584 0.201 1.00 0.00 
10.712 0.145 1.00 0.00 
12.104 -0.337 1.00 0.00 
12.252 -1.405 1.00 0.00 
9.645 -0.779 1.00 0.00 
9.478 -2.083 1.00 0.00 
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ATOM 103 
ATOM 104 
ATOM 105 
ATOM 106 
ATOM 107 
ATOM 108 
ATOM 109 
ATOM 110 
ATOM 111 
ATOM 112 
ATOM 113 
ATOM 114 
ATOM 115 
ATOM 116 
ATOM 117 
ATOM 118 
ATOM 119 
ATOM 120 
ATOM 121 
ATOM 122 
ATOM 123 
ATOM 124 
ATOM 125 
ATOM 126 
ATOM 127 
ATOM 128 
ATOM 129 
ATOM 130 
ATOM 131 



SD MET A 
CE MET A 
H MET A 
HA MET A 
1HB MET A 
2HB MET A 
1HG MET A 
2HG MET A 
1HE MET A 
2HE MET A 
3HE MET A 
N PRO A 
CA PRO A 
C PRO A 
0 PRO A 
CB PRO A 
CG PRO A 
CD PRO A 
HA PRO A 
1HB PRO A 
2HB PRO A 
1HG PRO A 
2HG PRO A 
1HD PRO A 
2HD PRO A 
N PRO A 
CA PRO A 
C PRO A 
0 PRO A 



10 131.914 
10 131.189 
10 129.013 
10 131.407 
10 132.633 
10 131.611 
10 130.356 
10 130.106 
10 130.247 
10 131.859 

10 131.023 

11 131.111 
11 131.448 
11 132.950 
11 133.376 
11 130.946 
11 129.966 
11 130.402 
11 130.931 
11 131.778 
11 130.476 
11 129.982 
11 128.975 
11 131.065 

11 129.544 

12 133.779 
12 135.238 
12 135.783 
12 136.871 



9.566 
10.954 
11.286 
10. 564 
9.913 
8.697 
8.517 
10. 259 
10. 653 
11.279 
11.765 
13. 149 
14. 531 
14. 732 
15. 329 
15.355 
14.479 
13.063 
14.840 
15.610 
16.258 
14.690 
14. 641 
12.727 
12.412 
14. 235 
14. 369 
13.801 
14. 169 



-3.535 1.00 0.00 
-4.404 1.00 0.00 
-0.194 1-00 0.00 
1.143 1.00 0.00 
-1.014 1.00 0.00 
-0.261 1.00 0.00 
-2.075 1.00 0.00 
-2.151 1.00 0.00 
-4.838 1.00 0.00 
-5.186 1.00 0.00 
-3.711 1.00 0.00 
0.447 1.00 0.00 
0.093 1.00 0.00 
-0.102 1.00 0.00 
-1.090 1.00 0.00 
1.283 1.00 0.00 
1.987 1.00 0.00 
1.735 1.00 0.00 
-0.803 1.00 0.00 
1.923 1.00 0.00 
0.923 1.00 0.00 
3.045 1.00 0.00 
1.587 1.00 0.00 
2.519 1.00 0.00 
1.659 1.00 0.00 
0.835 1.00 0.00 
0.742 1.00 0.00 
-0.562 1.00 0.00 
-1.006 1.00 0.00 
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B 

ATOM 132 CB PROA 12 135.755 13.558 1.934 1.00 0.00 

ATOM 133 CG PRO A 12 134.615 13.509 2.890 1.00 0.00 

ATOM 134 CD PROA 12 133.371 13.501 2.049 1.00 0.00 

ATOM 135 HA PROA 12 135.546 15.399 0.841 1.00 0.00 

ATOM 136 1HB PROA 12 136.037 12.568 1.604 1.00 0.00 

ATOM 137 2HB PROA 12 136.611 14.055 2.366 1.00 0.00 

ATOM 138 1HG PROA 12 134.672 12.609 3.484 1.00 0.00 

ATOM 139 2HG PRO A 12 134.632 14.382 3.526 1.00 0.00 

ATOM 140 1HD PRO A 12 133.084 12.488 1.809 1.00 0.00 



ATOM 141 


2HD 


PRO A 


12 132.570 


14.012 


2.558 1.00 0.00 


ATOM 142 


N 


GLY A 


13 135.020 


12.900 


-1.175 1.00 0.00 


ATOM 143 


CA 


GLY A 


13 135.443 


12. 293 


-2.423 1.00 0.00 


ATOM 144 


C 


GLY A 


13 135.739 


10.814 


-2.278 1.00 0.00 


ATOM 145 


0 


GLY A 


13 135.196 


10. 149 


-1.395 1.00 0.00 


ATOM 146 


H 


GLY A 


13 134.162 


12.644 


-0.774 1.00 0.00 


ATOM 147 


1HA 


GLY A 


13 134.662 


12.423 


-3.156 1.00 0.00 


ATOM 148 


2HA 


GLY A 


13 136.335 


12.795 


-2.771 1.00 0.00 


ATOM 149 


N 


ASN A 


14 136.601 


10.296 


-3.147 1.00 0.00 


ATOM 150 


CA 


ASN A 


14 136.968 


8.885 


-3.112 1.00 0.00 


ATOM 151 


C 


ASN A 


14 135.742 


7.999 


-3.313 1.00 0.00 


ATOM 152 


0 


ASN A 


14 134.635 


8.494 


-3.530 1.00 0.00 


ATOM 153 


CB 


ASN A 


14 137.644 


8.545 


-1.783 1.00 0.00 


ATOM 154 


CG 


ASN A 


14 138.954 


9.284 


-1.595 1.00 0.00 


ATOM 155 


0D1 


ASN A 


14 139.305 


10. 161 


-2.385 1.00 0.00 


ATOM 156 


ND2 


ASN A 


14 139.687 


8.933 


-0.545 1.00 0.00 


ATOM 157 


H 


ASN A 


14 137.000 


10. 876 


-3.828 1.00 0.00 


ATOM 158 


HA 


ASN A 


14 137.664 


8.704 


-3.917 1.00 0.00 


ATOM 159 


1HB 


ASN A 


14 136.983 


8.810 


-0.971 1.00 0.00 


ATOM 160 


2HB 


ASN A 


14 137.842 


7.484 


-1.747 1.00 0.00 
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ATOM 161 


1HD2 ASN A 


14 139.345 


8.227 


0.043 1.00 0.00 


ATOM 162 


2HD2 ASN A 


14 140.538 


9.395 


-0.399 1.00 0.00 


ATOM 163 


N 


SER A 


15 135.948 


6.689 


-3.242 1.00 0.00 


ATOM 164 


CA 


SER A 


15 134.858 


5.734 


-3.416 1.00 0.00 


ATOM 165 


C 


SER A 


15 133.890 


5.791 


-2.239 1.00 0.00 


ATOM 166 


0 


SER A 


15 132.711 


6.101 


-2.407 1.00 0.00 


ATOM 167 


CB 


SER A 


15 135.414 


4.317 


-3.566 1.00 0.00 


ATOM 168 


OG 


SER A 


15 136.208 


3.959 


-2.448 1.00 0.00 


ATOM 169 


H 


SER A 


15 136.852 


6.355 


-3.068 1.00 0.00 


ATOM 170 


HA 


SER A 


15 134.326 


5.999 


-4.317 1.00 0.00 


ATOM 171 


1HB 


SER A 


15 134.595 


3.618 


-3.647 1.00 0.00 


ATOM 172 


2HB 


SER A 


15 136.023 


4.263 


-4.456 1.00 0.00 


ATOM 173 


HG 


SER A 


15 137.082 


3.698 


-2.747 1.00 0.00 


ATOM 174 


N 


HIS A 


16 134.398 


5.491 


-1.048 1.00 0.00 


ATOM 175 


CA 


HIS A 


16 133.578 


5.509 


0.159 1.00 0.00 



ATOM 176 C HIS A 16 134.260 6.307 1.267 1.00 0.00 

ATOM 177 0 HIS A 16 133.836 7.413 1.599 1.00 0.00 

ATOM 178 CB HIS A 16 133.304 4.080 0.634 1.00 0.00 

ATOM 179 CG HIS A 16 131.900 3.624 0.378 1.00 0.00 

ATOM 180 ND1 HIS A 16 131.007 3.335 1.388 1.00 0.00 

ATOM 181 CD2 HIS A 16 131.237 3.409 -0.782 1.00 0.00 

ATOM 182 CE1 HIS A 16 129.855 2.961 0.860 1.00 0.00 

ATOM 183 NE2 HIS A 16 129.968 2.997 -0.455 1.00 0.00 

ATOM 184 H HIS A 16 135.345 5.253 -0.978 1.00 0.00 

ATOM 185 HA HIS A 16 132.640 5.984 -0.086 1.00 0.00 

ATOM 186 1HB HIS A 16 133.970 3.403 0.122 1.00 0.00 

ATOM 187 2HB HIS A 16 133.485 4.019 1.698 1.00 0.00 

ATOM 188 HD1 HIS A 16 131.190 3.395 2.350 1.00 0.00 

ATOM 189 HD2 HIS A 16 131.632 3.536 -1.780 1.00 0.00 
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ATOM 190 HE1 HIS A 16 128.971 

ATOM 191 HE2 HIS A 16 129.289 

ATOM 192 N GLY A 17 135.318 

ATOM 193 CA GLY A 17 136.041 

ATOM 194 C GLY A 17 137. 368 

ATOM 195 0 GLY A 17 137.614 

ATOM 196 H GLY A 17 135.609 

ATOM 197 1HA GLY A 17 136.223 

ATOM 198 2HA GLY A 17 135.433 

ATOM 199 N LEU A 18 138. 224 

ATOM 200 CA LEU A 18 139.533 

ATOM 201 C LEU A 18 140. 585 

ATOM 202 0 LEU A 18 140.997 

ATOM 203 CB LEU A 18 139.946 

ATOM 204 CG LEU A 18 138. 884 

ATOM 205 CD1 LEU A 18 139.224 

ATOM 206 CD2 LEU A 18 138. 754 

ATOM 207 H LEU A 18 137.969 

ATOM 208 HA LEU A 18 139.458 

ATOM 209 1HB LEU A 18 140. 195 

ATOM 210 2HB LEU A 18 140.828 

ATOM 211 HG LEU A 18 137.929 

ATOM 212 1HD1 LEU A 18 140.293 

ATOM 213 2HD1 LEU A 18 138.731 

ATOM 214 3HD1 LEU A 18 138. 890 

ATOM 215 1HD2 LEU A 18 139.718 
ATOM 216 2HD2 LEU A 18 138. 058 
ATOM 217 3HD2 LEU A 18 138. 390 
ATOM 218 N GLU A 19 141.017 



2.675 1.411 1.00 0.00 
2.685 -1.088 1.00 0.00 
5.736 1.834 1.00 0.00 
6.408 2.898 1.00 0.00 
5.742 3.205 1.00 0.00 
5.325 4.336 1.00 0.00 
4.853 1.527 1.00 0.00 
7.431 2.604 1.00 0.00 
6.403 3.791 1.00 0.00 
5.641 2.194 1.00 0.00 
5.020 2.360 1.00 0.00 
6.058 2.735 1.00 0.00 
6.868 1.904 1.00 0.00 
4.299 1.074 1.00 0.00 
3.370 0.484 1.00 0.00 
3. 020 -0.957 1.00 0.00 
2.110 1.325 1.00 0.00 
5.991 1.314 1.00 0.00 
4.296 3.158 1.00 0.00 
5.046 0.333 1.00 0.00 
3.714 1.282 1.00 0.00 
3.877 0.487 1.00 0.00 
3.082 -1.099 1.00 0.00 
3.712 -1.622 1.00 0.00 
2.015 -1.171 1.00 0.00 
1.634 1.411 1.00 0.00 
1.432 0.852 1.00 0.00 
2.369 2.308 1.00 0.00 
6.028 3.992 1.00 0.00 
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ATOM 219 
ATOM 220 
ATOM 221 
ATOM 222 
ATOM 223 
ATOM 224 
ATOM 225 
ATOM 226 
ATOM 227 
ATOM 228 
ATOM 229 
ATOM 230 
ATOM 231 
ATOM 232 
ATOM 233 
ATOM 234 
ATOM 235 
ATOM 236 
ATOM 237 
ATOM 238 
ATOM 239 
ATOM 240 
ATOM 241 
ATOM 242 
ATOM 243 
ATOM 244 
ATOM 245 
ATOM 246 
ATOM 247 



CA GLU A 
C GLU A 
0 GLU A 
CB GLU A 
CG GLU A 
CD GLU A 
0E1 GLU A 
0E2 GLU A 
H GLU A 
HA GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 
N VAL A 



CA 
C 
0 
CB 



VAL A 
VAL A 
VAL A 
VAL A 
CGI VAL A 
CG2 VAL A 
H VAL A 
HA VAL A 
HB VAL A 
1HG1 VAL A 
2HG1 VAL A 
3HG1 VAL A 
1HG2 VAL A 
2HG2 VAL A 



19 142.022 
19 143.071 
19 143.018 
19 141.360 
19 140.503 
19 139.214 
19 138.659 
19 138.761 
19 140.651 
19 142.506 
19 142.132 
19 140.735 
19 140.256 

19 141.068 

20 144.023 
20 145.085 
20 144.518 
20 143.685 
20 146.122 
20 147.296 
20 146.598 
20 144.013 
20 145.587 
20 145.648 
20 148.120 
20 147.602 
20 147.000 
20 146.673 
20 145.893 



6.965 4.478 1.00 0.00 
6.248 5.321 1.00 0.00 
5.031 5.491 1.00 0.00 
8.074 5.299 1.00 0.00 
7.556 6.441 1.00 0.00 
8.339 6.604 1.00 0.00 
8.787 5.579 1.00 0.00 
8.502 7.756 1.00 0.00 
5.358 4.607 1.00 0.00 
7.405 3.619 1.00 0.00 
8.706 5.714 1.00 0.00 
8.664 4.646 1.00 0.00 
6.523 6.249 1.00 0.00 
7.626 7.359 1.00 0.00 
7.011 5.846 1.00 0.00 
6.447 6.672 1.00 0.00 
5.816 7.939 1.00 0.00 
6.411 8.621 1.00 0.00 
7.518 7.065 1.00 0.00 
6.884 7.795 1.00 0.00 
8.279 5.835 1.00 0.00 
7.976 5.675 1.00 0.00 
5.685 6.095 1.00 0.00 
8.220 7.734 1.00 0.00 
7.582 7.825 1.00 0.00 
5.988 7.276 1.00 0.00 
6.632 8.802 1.00 0.00 
9.330 6.069 1.00 0.00 
8.139 5.029 1.00 0.00 
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ATOM 248 3HG2 VAL A 20 147. 567 

ATOM 249 N GLY A 21 144. 974 

ATOM 250 CA GLY A 21 144. 501 

ATOM 251 C GLY A 21143.495 

ATOM 252 0 GLY A 21 143. 520 

ATOM 253 H GLY A 21 145. 639 

ATOM 254 1HA GLY A 21 145. 347 

ATOM 255 2HA GLY A 21 144. 040 

ATOM 256 N SER A 22 142. 605 

ATOM 257 CA SERA 22 141.584 



ATOM 258 


C 


SER A 


22 


142. 168 


ATOM 259 


0 


SER A 


22 


143. 084 


ATOM 260 


CB 


SER A 


22 


140.421 


ATOM 261 


OG 


SER A 


22 


139. 627 


ATOM 262 


H 


SER A 


22 


142.636 


ATOM 263 


HA 


SER A 


22 


141.218 


ATOM 264 


1HB 


SER A 


22 


140. 810 


ATOM 265 


2HB 


SER A 


22 


139.803 


ATOM 266 


HG 


SER A 


22 


139. 120 


ATOM 267 


N 


LEU A 


23 


141.632 


ATOM 268 


CA 


LEU A 


23 


142. 098 


ATOM 269 


C 


LEU A 


23 


141.431 


ATOM 270 


0 


LEU A 


23 


140. 263 


ATOM 271 


CB 


LEU A 


23 


141.820 


ATOM 272 


CG 


LEU A 


23 


142. 685 


ATOM 273 


CD1 


LEU A 


23 


141.930 


ATOM 274 


CD2 


LEU A 


23 


143. 986 


ATOM 275 


H 


LEU A 


23 


140.904 


ATOM 276 


HA 


LEU A 


23 


143. 165 



7.907 5.535 1.00 0.00 

4.607 8.247 1.00 0.00 

3.914 9.431 1.00 0.00 

2.828 9.106 1.00 0.00 

1.751 9.699 1.00 0.00 

4.181 7.665 1.00 0.00 

3.468 9.935 1.00 0.00 

4.631 10.093 1.00 0.00 

3.114 8.159 1.00 0.00 

2.153 7.757 1.00 0.00 

1.099 6.821 1.00 0.00 

1.379 6.049 1.00 0.00 

2.872 7.070 1.00 0.00 

3.571 8.012 1.00 0.00 

3.990 7.723 1.00 0.00 

1.664 8.647 1.00 0.00 

3.578 6.352 1.00 0.00 

2.146 6.563 1.00 0.00 

4.251 7.562 1.00 0.00 

-0.115 6.897 1.00 0.00 

-1.212 6.057 1.00 0.00 

-1.171 4.687 1.00 0.00 

-0.802 4.564 1.00 0.00 

-2.555 6.734 1.00 0.00 

-2.855 7.958 1.00 0.00 

-3.730 8.945 1.00 0.00 

-3.523 7.539 1.00 0.00 

-0.277 7.533 1.00 0.00 

-1.098 5.928 1.00 0.00 
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ATOM 277 1HB LEU A 23 140.783 -2.572 7.039 1.00 0.00 

ATOM 278 2HB LEU A 23 141.978 -3.339 6.009 1.00 0.00 

ATOM 279 HG LEU A 23 142.929 -1.927 8.454 1.00 0.00 

ATOM 280 1HD1 LEU A 23 142.506 -3.832 9.853 1.00 0.00 

ATOM 281 2HD1 LEU A 23 141.767 -4.705 8.511 1.00 0.00 

ATOM 282 3HD1 LEU A 23 140.977 -3.276 9.173 1.00 0.00 

ATOM 283 1HD2 LEU A 23 144.455 -2.941 6.758 1.00 0.00 

ATOM 284 2HD2 LEU A 23 143.779 -4.517 7.1711.00 0.00 

ATOM 285 3HD2 LEU A 23 144.650 -3.584 8.389 1.00 0.00 

ATOM 286 N ALA A 24 142.180 -1.554 3.658 1.00 0.00 

ATOM 287 CA ALA A 24 141.661 -1.562 2.296 1.00 0.00 

ATOM 288 C ALA A 24 142.228 -2.732 1.500 1.00 0.00 



ATOM 289 


0 


ALA A 


24 143.420 


-3.033 


1.583 1.00 0.00 


ATOM 290 


CB 


ALA A 


24 141.979 


-0.245 


1.603 1.00 0.00 


ATOM 291 


H 


ALA A 


24 143.104 


-1.837 


3.819 1.00 0.00 


ATOM 292 


HA 


ALA A 


24 140.587 


-1.663 


2.349 1.00 0.00 


ATOM 293 


1HB 


ALA A 


24 142.874 


-0. 358 


1.009 1.00 0.00 


ATOM 294 


2HB 


ALA A 


24 142.134 


0.524 


2.345 1.00 0.00 


ATOM 295 


3HB 


ALA A 


24 141.155 


0.033 


0.962 1.00 0.00 


ATOM 296 


N 


GLU A 


25 141.369 


-3. 388 


0.727 1.00 0.00 


ATOM 297 


CA 


GLU A 


25 141.786 


-4. 526 


-0.084 1.00 0.00 


ATOM 298 


C 


GLU A 


25 141.885 


-4. 138 


-1.555 1.00 0.00 


ATOM 299 


0 


GLU A 


25 140.962 


-3. 548 


-2.117 1.00 0.00 


ATOM 300 


CB 


GLU A 


25 140.802 


-5. 686 


0.084 1.00 0.00 


ATOM 301 


CG 


GLU A 


25 141.261 


-6.974 


-0.579 1.00 0.00 


ATOM 302 


CD 


GLU A 


25 140.550 


-7. 240 


-1.891 1.00 0.00 


ATOM 303 


0E1 


GLU A 


25 140.211 


-8.414 


-2.155 1.00 0.00 


ATOM 304 


0E2 


GLU A 


25 140.330 


-6.277 


-2.654 1.00 0.00 


ATOM 305 


H 


GLU A 


25 140.432 


-3. 101 


0.703 1.00 0.00 
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ATOM 306 


HA 


GLU A 


25 142.759 


-4. 839 


0.261 1.00 0.00 


ATOM 307 


1HB 


GLU A 


25 140.665 


-5. 878 


1.138 1.00 0.00 


ATOM 308 


2HB 


GLU A 


25 139.853 


-5. 403 


-0.348 1.00 0.00 


ATOM 309 


1HG 


GLU A 


25 142.322 


-6. 906 


-0.771 1.00 0.00 


ATOM 310 


2HG 


GLU A 


25 141.069 


-7. 798 


0.092 1.00 0.00 


ATOM 311 


N 


VAL A 


26 143.013 


-4.472 


-2.175 1.00 0.00 


ATOM 312 


CA 


VAL A 


26 143.234 


-4. 159 


-3.582 1.00 0.00 


ATOM 313 


C 


VAL A 


26 142.875 


-5. 344 


-4.470 1.00 0.00 


ATOM 314 


0 


VAL A 


26 143.102 


-6.498 


-4.106 1.00 0.00 


ATOM 315 


CB 


VAL A 


26' 144. 698 


-3.759 


-3.844 1.00 0.00 


ATOM 316 


CGI 


VAL A 


26 144.864 


-3. 239 


-5.263 1.00 0.00 


ATOM 317 


CG2 


VAL A 


26 145.159 


-2.722 


-2.830 1.00 0.00 


ATOM 318 


H 


VAL A 


26 143.712 


-4.941 


-1.674 1.00 0.00 


ATOM 319 


HA 


VAL A 


26 142.602 


-3.322 


-3.840 1.00 0.00 


ATOM 320 


HB 


VAL A 


26 145.315 


-4. 638 


-3.733 1.00 0.00 


ATOM 321 


1HG1 VAL A 


26 143.919 


-2. 852 


-5.618 1.00 0.00 



ATOM 322 2HG1 VAL A 26 145.187 -4.044 -5.907 1.00 0.00 
ATOM 323 3HG1 VAL A 26 145.602 -2.450 -5.274 1.00 0.00 



ATOM 324 


1HG2 VAL A 


26 


145. 819 


-2. 017 


-3.312 1.00 0.00 


ATOM 325 


2HG2 VAL A 


26 


145. 683 


-3. 214 


-2.026 1.00 0.00 


ATOM 326 


3HG2 VAL A 


26 


144. 300 


-2.200 


-2.434 1.00 0.00 


ATOM 327 


N 


LYS A 


27 


142. 313 


-5.052 


-5.639 1.00 0.00 


ATOM 328 


CA 


LYS A 


27 


141.922 


-6.094 


-6.581 1.00 0.00 


ATOM 329 


C 


LYS A 


27 


143. 099 


-6. 503 


-7.462 1.00 0.00 


ATOM 330 


0 


LYS A 


27 


143. 028 


-6.423 


-8.689 1.00 0.00 


ATOM 331 


CB 


LYS A 


27 


140.758 


-5.616 


-7.450 1.00 0.00 


ATOM 332 


CG 


LYS A 


27 


139. 941 


-6. 748 


-8.051 1.00 0.00 


ATOM 333 


CD 


LYS A 


27 


138.455 


-6.426 


-8.056 1.00 0.00 


ATOM 334 


CE 


LYS A 


27 


138. 093 


-5.490 


-9.199 1.00 0.00 
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ATOM 335 NZ LYS A 27 136.757 -5.806 -9.773 1.00 0.00 

ATOM 336 H LYS A 27 142.157 -4.114 -5.874 1.00 0.00 

ATOM 337 HA LYS A 27 141.603 -6.954 -6.009 1.00 0.00 

ATOM 338 1HB LYS A 27 140.100 -5.008 -6.846 1.00 0.00 

ATOM 339 2HB LYS A 27 141.148 -5.014 -8.257 1.00 0.00 

ATOM 340 1HG LYS A 27 140.267 -6.913 -9.068 1.00 0.00 

ATOM 341 2HG LYS A 27 140.104 -7.644 -7.470 1.00 0.00 

ATOM 342 1HD LYS A 27 137.898 -7.344 -8.166 1.00 0.00 

ATOM 343 2HD LYS A 27 138.196 -5.954 -7.120 1.00 0.00 

ATOM 344 1HE LYS A 27 138.083 -4.476 -8.826 1.00 0.00 

ATOM 345 2HE LYS A 27 138.840 -5.581 -9.973 1.00 0.00 

ATOM 346 1HZ LYS A 27 136.863 -6.410 -10.613 1.00 0.00 



ATOM 347 


2HZ 


LYS A 


27 136.269 


-4.931 - 


-10.049 1.00 0.00 


ATOM 348 


3HZ 


LYS A 


27 136.175 


-6.307 


-9.072 1.00 0.00 


ATOM 349 


N 


GLU A 


28 144.182 


-6.941 


-6.829 1.00 0.00 


ATOM 350 


CA 


GLU A 


28 145.374 


-7.363 


-7.554 1.00 0.00 


ATOM 351 


C 


GLU A 


28 145.422 


-8.882 


-7.682 1.00 0.00 


ATOM 352 


0 


GLU A 


28 144.507 


-9.581 


-7.248 1.00 0.00 


ATOM 353 


CB 


GLU A 


28 146.634 


-6.857 


-6.845 1.00 0.00 


ATOM 354 


CG 


GLU A 


28 147.639 


-6.209 


-7.782 1.00 0.00 


ATOM 355 


CD 


GLU A 


28 148.605 


-5.292 


-7.057 1.00 0.00 


ATOM 356 


0E1 


GLU A 


28 148.525 


-4.063 


-7.264 1.00 0.00 


ATOM 357 


0E2 


GLU A 


28 149.440 


-5.803 


-6.282 1.00 0.00 


ATOM 358 


H 


GLU A 


28 144.179 


-6. 982 


-5.849 1.00 0.00 


ATOM 359 


HA 


GLU A 


28 145.331 


-6.931 


-8.542 1.00 0.00 


ATOM 360 


1HB 


GLU A 


28 146.346 


-6. 129 


-6.102 1.00 0.00 


ATOM 361 


2HB 


GLU A 


28 147. 116 


-7. 689 


-6.354 1.00 0.00 


ATOM 362 


1HG 


GLU A 


28 148.206 


-6.984 


-8.275 1.00 0.00 


ATOM 363 


2HG 


GLU A 


28 147.103 


-5. 631 


-8.521 1.00 0.00 
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ATOM 364 N ASN A 29 146.495 -9.387 -8.282 1.00 0.00 

ATOM 365 CA ASN A 29 146.661 -10.823 -8.467 1.00 0.00 

ATOM 366 C ASN A 29 146.743 -11.539 -7.120 1.00 0.00 

ATOM 367 0 ASN A 29 145.928 -12.410 -6.820 1.00 0.00 

ATOM 368 CB ASN A 29 147.918 -11.112 -9.291 1.00 0.00 

ATOM 369 CG ASN A 29 147.608 -11.324 -10.760 1.00 0.00 

ATOM 370 0D1 ASN A 29 147.598 -12.454 -11.248 1.00 0.00 

ATOM 371 ND2 ASN A 29 147.356 -10.233 -11.475 1.00 0.00 

ATOM 372 H ASN A 29 147.192 -8.780 -8.608 1.00 0.00 

ATOM 373 HA ASN A 29 145.798 -11.190 -9.003 1.00 0.00 

ATOM 374 1HB ASN A 29 148.598 -10.277 -9.203 1.00 0.00 

ATOM 375 2HB ASN A 29 148.395 -12.002 -8.910 1.00 0.00 

ATOM 376 1HD2 ASN A 29 147.382. -9.365 -11.020 1.00 0.00 

ATOM 377 2HD2 ASN A 29 147.152 -10.341 -12.427 1.00 0.00 

ATOM 378 N PROA 30 147.733 -11.175 -6.287 1.00 0.00 

ATOM 379 CA PRO A 30 147.919 -11.784 -4.967 1.00 0.00 



ATOM 380 


C 


PRO A 


30 146.921 


-11.253 


-3.938 1.00 0.00 


ATOM 381 


0 


PRO A 


30 147.010 


-10. 099 


-3.519 1.00 0.00 


ATOM 382 


CB 


PRO A 


30 149.341 


-11.369 


-4.593 1.00 0.00 


ATOM 383 


CG 


PRO A 


30 149.544 


-10. 067 


-5.286 1.00 0.00 


ATOM 384 


CD 


PRO A 


30 148.751 


-10. 141 


-6.565 1.00 0.00 


ATOM 385 


HA 


PRO A 


30 147.855 


-12. 860 


-5.014 1.00 0.00 


ATOM 386 


1HB 


PRO A 


30 149.419 


-11.265 


-3.521 1.00 0.00 


ATOM 387 


2HB 


PRO A 


30 150.040 


-12.115 


-4.942 1.00 0.00 


ATOM 388 


1HG 


PRO A 


30 149.181 


-9. 261 


-4.667 1.00 0.00 


ATOM 389 


2HG 


PRO A 


30 150.593 


-9. 927 


-5.506 1.00 0.00 


ATOM 390 


1HD 


PRO A 


30 148.285 


-9. 191 


-6.775 1.00 0.00 


ATOM 391 


2HD 


PRO A 


30 149.386 


-10.439 


-7.385 1.00 0.00 


ATOM 392 


N 


PRO A 


31 145.956 


-12. 087 


-3.514 1.00 0.00 
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ATOM 393 CA PROA 31 144.946 -11.687 

ATOM 394 C PROA 31 145.541 -11.490 

ATOM 395 0 PROA 31 145.621 -12.431 

ATOM 396 CB PRO A 31 143.962 -12.857 

ATOM 397 CG PROA 31 144.764 -14.027 

ATOM 398 CD PROA 31 145.771 -13.483 

ATOM 399 HA PROA 31 144.436 -10.783 

ATOM 400 1HB PRO A 31 143.574 -13.006 

ATOM 401 2HB PRO A 31 143.149 -12.649 

ATOM 402 1HG PROA 31 145.264 -14.479 

ATOM 403 2HG PROA 31 144.123 -14.746 

ATOM 404 1HD PROA 31 146.697 -14.035 

ATOM 405 2HD PRO A 31 145.380 -13.519 

ATOM 406 N PHE A 32 145.954 -10.262 

ATOM 407 CA PHE A 32 146.541 -9.942 

ATOM 408 C PHE A 32 145.685 -8.925 

ATOM 409 0 PHE A 32 144. 726 -8. 383 

ATOM 410 CB PHE A 32 147. 959 -9. 398 

ATOM 411 CG PHE A 32 148.045 -8.250 

ATOM 412 CD1 PHE A 32 148.676 -8.404 

ATOM 413 CD2 PHE A 32 147.495 -7.019 

ATOM 414 CE1 PHE A 32 148.757 -7.350 

ATOM 415 CE2 PHE A 32 147.573 -5.962 

ATOM 416 CZ PHE A 32 148.205 -6.127 

ATOM 417 H PHE A 32 145.862 -9.553 

ATOM 418 HA PHE A 32 146.585 -10.853 

ATOM 419 1HB PHE A 32 148.329 -9.056 

ATOM 420 2HB PHE A 32 148. 597 -10. 190 

ATOM 421 HD1 PHE A 32 149.108 -9.360 



-2.529 1.00 0.00 
-1.138 1.00 0.00 
-0.349 1.00 0.00 
-2.529 1.00 0.00 
-2.981 1.00 0.00 
-3.957 1.00 0.00 
-2.831 1.00 0.00 
-1.531 1.00 0.00 
-3.209 1.00 0.00 
-2.137 1.00 0.00 
-3.468 1.00 0.00 
-3.889 1.00 0.00 
-4.963 1.00 0.00 
-0.844 1.00 0.00 
0.452 1.00 0.00 
1.201 1.00 0.00 
0.652 1.00 0.00 
0.273 1.00 0.00 
-0.693 1.00 0.00 
-1.917 1.00 0.00 
-0.376 1.00 0.00 
-2.808 1.00 0.00 
-1.262 1.00 0.00 
-2.480 1.00 0.00 
-1.515 1.00 0.00 
1.030 1.00 0.00 
1.228 1.00 0.00 
-0.093 1. 00 0.00 
-2.174 1.00 0.00 
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ATOM 422 


HD2 


PHE A 


ATOM 423 


HE1 


PHE A 


ATOM 424 


HE2 


PHE A 


ATOM 425 


HZ 


PHE A 


ATOM 426 


N 


TYR A 


ATOM 427 


CA 


TYR A 


ATOM 428 


C 


TYR A 


ATOM 429 


0 


TYR A 


ATOM 430 


CB 


TYR A 


ATOM 431 


CG 


TYR A 


ATOM 432 


CD1 


TYR A 


ATOM 433 


CD2 


TYR A 


ATOM 434 


CE1 


TYR A 


ATOM 435 


CE2 


TYR A 


ATOM 436 


CZ 


TYR A 


ATOM 437 


OH 


TYR A 


ATOM 438 


H 


TYR A 


ATOM 439 


HA 


TYR A 


ATOM 440 


1HB 


TYR A 


ATOM 441 


2HB 


TYR A 


ATOM 442 


HD1 


TYR A 


ATOM 443 


HD2 


TYR A 


ATOM 444 


HE1 


TYR A 


ATOM 445 


HE2 


TYR A 


ATOM 446 


HH 


TYR A 


ATOM 447 


N 


GLY A 


ATOM 448 


CA 


GLY A 


ATOM 449 


C 


GLY A 


ATOM 450 


0 


GLY A 



32 147.001 -6.889 
32 149.252 -7.482 
32 147.140 -5.006 

32 148.266 -5.302 

33 146.038 -8.673 
33 145.302 -7.722 
33 146.253 -6.758 
33 147.107 -7.174 
33 144.453 -8.462 
33 143.141 -8.978 
33 142.756 -10.298 
33 142.290 -8.145 
33 141.559 -10.773 
33 141.092 -8.612 
33 140.731 -9.927 
33 139. 538 -10. 397 
33 146.812 -9.137 
33 144.650 -7.156 
33 145.010 -9.308 
33 144.231 -7.793 
33 143.406 -10.958 
33 142.577 -7.116 
33 141.276 -11.802 
33 140.443 -7.949 

33 139.663 -11.281 

34 146.099 -5.469 
34 146.951 -4.466 
34 146.174 -3.251 
34 144.997 -3.095 



0.575 1.00 0.00 
3.758 1.00 0.00 
-1.004 1.00 0.00 
-3.174 1.00 0.00 
2.456 1.00 0.00 
3.281 1.00 0.00 
3.983 1.00 0.00 
4.765 1.00 0.00 
4.315 1.00 0.00 
3.767 1.00 0.00 
3.963 1.00 0.00 
3.051 1.00 0.00 
3.462 1.00 0.00 
2.547 1.00 0.00 
2.755 1.00 0.00 
2.256 1.00 0.00 
2.838 1.00 0.00 
2.632 1.00 0.00 
4.690 1.00 0.00 
5.134 1.00 0.00 
4.516 1.00 0.00 
2.889 1.00 0.00 
3.625 1.00 0.00 
1.995 1.00 0.00 
1.906 1.00 0.00 
3.698 1.00 0.00 
4.310 1.00 0.00 
4.775 1.00 0.00 
4.450 1.00 0.00 
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ATOM 451 


H 


GLY A 


34 145.401 


-5. 196 


ATOM 452 


1HA 


GLY A 


34 147.453 


-4.907 


ATOM 453 


2HA 


GLY A 


34 147.693 


-4. 153 


ATOM 454 


N 


VAL A 


35 146.834 


-2. 386 


ATOM 455 


CA 


VAL A 


35 146.199 


-1.178 


ATOM 456 


C 


VAL A 


35 146.808 


0.071 


ATOM 457 


0 


VAL A 


35 148.011 


0. 125 


ATOM 458 


CB 


VAL A 


35 146.323 


-1.085 


ATOM 459 


CGI 


VAL A 


35 147.784 


-1.017 


ATOM 460 


CG2 


VAL A 


35 145.552 


0.115 


ATOM 461 


H 


VAL A 


35 147.771 


-2. 566 


ATOM 462 


HA 


VAL A 


35 145.150 


-1.221 


ATOM 463 


HB 


VAL A 


35 145.892 


-1.978 


ATOM 464 


1HG1 VAL A 


35 148.204 


-0.071 


ATOM 465 


2HG1 VAL A 


35 148.330 


-1.823 


ATOM 466 


3HG1 VAL A 


35 147.856 


-1. 109 


ATOM 467 


1HG2 VAL A 


35 145.807 


0.279 


ATOM 468 


2HG2 VAL A 


35 144.492 


-0.072 


ATOM 469 


3HG2 VAL A 


35 145.810 


0.992 


ATOM 470 


N 


ILE A 


36 145.971 


1.073 


ATOM 471 


CA 


ILE A 


36 146.429 


2.321 


ATOM 472 


C 


ILE A 


36 147.374 


3.064 


ATOM 473 


0 


ILE A 


36 147.092 


3.216 


ATOM 474 


CB 


ILE A 


36 145.246 


3.243 


ATOM 475 


CGI 


ILE A 


36 144.208 


2.484 


ATOM 476 


CG2 


ILE A 


36 145.738 


4.471 


ATOM 477 


CD1 


ILE A 


36 142.999 


3.317 


ATOM 478 


H 


ILE A 


36 145.024 


0.971 


ATOM 479 


HA 


ILE A 


36 146.957 


2.080 



3.066 1.00 0.00 
5.160 1.00 0.00 
3.591 1.00 0.00 
5.539 1.00 0.00 
6.051 1.00 0.00 
5.421 1.00 0.00 
5.164 1.00 0.00 
7.585 1.00 0.00 
8.004 1.00 0.00 
8.113 1.00 0.00 
5.764 1.00 0.00 
5.797 1.00 0.00 
8.014 1.00 0.00 
7.695 1.00 0.00 
7.536 1.00 0.00 
9.077 1.00 0.00 
9.150 1.00 0.00 
8.028 1.00 0.00 
7.536 1.00 0.00 
5.176 1.00 0.00 
4.577 1.00 0.00 
5.516 1.00 0.00 
6.705 1.00 0.00 
4.222 1.00 0.00 
3.392 1.00 0.00 
3.468 1.00 0.00 
3.025 1.00 0.00 
5.403 1.00 0.00 
3.666 1.00 0.00 
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ATOM 480 


HB 


ILE 


A 


36 


144. 788 


3.577 


5. 141 


1.00 0.00 


ATOM 481 


1HG1 


ILE 


A 


36 


144.667 


2.145 


2.476 


1.00 0.00 


ATOM 482 


2HG1 


ILE 


A 


36 


143. 863 


1.628 


3.955 


1.00 0.00 


ATOM 483 


1HG2 


ILE 


A 


36 


145.851 


5.295 


4.157 


1.00 0.00 


ATOM 484 


2HG2 


ILE 


A 


36 


145. 022 


4.736 


2.703 


1.00 0.00 


ATOM 485 


3HG2 ILE 


A 


36 


146. 690 


4.253 


3.008 


1.00 0.00 


ATOM 486 


1HD1 


ILE 


A 


36 


143. 202 


4.357 


3.236 


1.00 0.00 


ATOM 487 


2HD1 


ILE 


A 


36 


142. 148 


2.992 


3.605 


1.00 0.00 


ATOM 488 


3HD1 


TT 

ILE 


A 


36 


142. 786 


3.198 


1.974 


1.00 0.00 


ATOM 489 


XT 

N 


ARG 


A 


37 


148. 499 


3.521 


4.974 


1.00 0.00 


ATOM 490 


CA 


ARG 


A 


37 


149. 487 


4.246 


5.763 


1.00 0.00 


ATOM 491 


C 


ARG 


A 


37 


149. 637 


5.680 


5.265 


1.00 0.00 


ATOM 492 


0 


ARG 


A 


37 


149. 354 


6.632 


5.992 


1.00 0.00 


ATOM 493 


CB 


ARG 


A 


37 


150. 838 


3.530 


5.706 


1.00 0.00 


ATOM 494 


CG 


ARG 


A 


37 


150. 753 


2.046 


6.021 


1.00 0.00 


ATOM 495 


CD 


ARG 


A 


37 


150. 195 


1.803 


7.414 


1.00 0.00 


ATOM 496 


xrr* 

NE 


ARG 


A 


37 


151.099 


2.281 


8.457 


1.00 0.00 


ATOM 497 


cz 


ARG 


A 


37 


150.986 


1.952 


9.743 


1.00 0.00 


ATOM 498 


XTTT1 

NH1 


ARG 


A 


37 


150. 012 


1.148 


10. 146 


1.00 0.00 


ATOM 499 


NH2 


ARG 


A 


37 


151.853 


2.429 


10.626 


1.00 0.00 


ATOM 500 


H 


ARG 


A 


37 


148. 667 


3.368 


4.021 


1.00 0.00 


ATOM 501 


HA 


ARG 


A 


37 


149. 145 


4.267 


6.787 


1.00 0.00 


ATOM 502 


1HB 


ARG 


A 


37 


151.251 


3.643 


4.714 


1.00 0.00 


ATOM 503 


2HB 


ARG 


A 


37 


151.507 


3.990 


6.419 


1.00 0.00 


ATOM 504 


1HG 


ARG 


A 


37 


150. 108 


1.570 


5.298 


1.00 0.00 


ATOM 505 


2HG 


ARG 


A 


37 


151.743 


1.618 


5.960 


1.00 0.00 


ATOM 506 


1HD 


ARG 


A 


37 


149.251 


2.321 


7.505 


1.00 0.00 


ATOM 507 


2HD 


ARG 


A 


37 


150.037 


0.742 


7.545 


1.00 0.00 


ATOM 508 


HE 


ARG 


A 


37 


151.828 


2.877 


8.187 


1.00 0.00 
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ATOM 509 


1HH1 ARG A 


ATOM 510 


2HH1 ARG A 


ATOM 511 


1HH2 ARG A 


ATOM 512 


2HH2 ARG A 


ATOM 513 


N 


TDD A 

TRP A 


ATOM 514 


LA 


TDD A 

IKP A 


ATOM 515 


L 


TDD A 

TKr A 


ATOM 516 


0 


TDD A 

IKP A 


ATOM 517 


PD 

LB 


TDD A 

TKr A 


ATOM 518 


LG 


TDD A 

TKr A 


ATOM 519 


CD1 


TDD A 

TKr A 


ATOM 520 


CD2 


TDD A 

TRP A 


ATOM 521 


NE1 


TDD A 

TRP A 


ATOM 522 


CE2 


TDD A 

TRP A 


ATOM 523 


LE3 


TDD A 

TRP A 


ATOM 524 


LZ2 


TDD A 

TRP A 


ATOM 525 


LZ3 


TDD A 

TRP A 


ATOM 526 


CH2 


TDD A 

IKr A 


ATOM 527 


H 


TDD A 

IKr A 


ATOM 528 


HA 


TRP A 


ATOM 529 


1HB 


TRP A 


ATOM 530 


2HB 


TRP A 


ATOM 531 


HD1 


TRP A 


ATOM 532 


HE1 


TRP A 


ATOM 533 


HE3 


TRP A 


ATOM 534 


HZ2 


TRP A 


ATOM 535 


HZ3 


TRP A 


ATOM 536 


HH2 


TRP A 


ATOM 537 


N 


ILE A 



37 149.355 0.785 

37 149.933 0.905 

37 152.590 3.035 

37 151.769 2.182 

38 150.084 5.827 
38 150.270 7.146 
38 149.501 7.268 
38 149.565 6.385 
38 151.761 7.418 
38 152.021 8.634 
38 152.212 9.911 
38 152.116 8.683 
38 152.417 10.753 
38 152.363 10.022 
38 152.014 7.725 
38 152.511 10.424 
38 152.162 8.125 
38 152.408 9.465 
38 150.293 5.030 
38 149.888 7.879 
38 152.250 7.560 
38 152.198 6.566 
38 152.198 10.204 
38 152.577 11.718 
38 151.825 6.687 
38 152.699 11.454 
38 152.087 7.398 

38 152.516 9.733 

39 148.781 8.374 



9.486 1.00 0.00 
11.114 1.00 0.00 
10.327 1.00 0.00 
11.592 1.00 0.00 

4.022 1.00 0.00 

3.428 1.00 0.00 

2.117 1.00 0.00 

1.262 1.00 0.00 

3.190 1.00 0.00 

2.350 1.00 0.00 

2.791 1.00 0.00 

0.922 1.00 0.00 

1.725 1.00 0.00 

0.565 1.00 0.00 
-0.090 1.00 0.00 
-0.760 1.00 0.00 
-1.405 1.00 0.00 
-1.729 1.00 0.00 

3.491 1.00 0.00 

4.123 1.00 0.00 

4.142 1.00 0.00 

2.690 1.00 0.00 

3.831 1.00 0.00 

1.783 1.00 0.00 

0.140 1.00 0.00 
-1.027 1.00 0.00 
-2.200 1.00 0.00 
-2.771 1.00 0.00 

1.963 1.00 0.00 
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ATOM 538 


CA 


ILE A 


ATOM 539 


C 


ILE A 


ATOM 540 


0 


ILE A 


ATOM 541 


CB 


ILE A 


ATOM 542 


CGI 


ILE A 


ATOM 543 


CG2 


ILE A 


ATOM 544 


CD1 


ILE A 


ATOM 545 


H 


ILE A 


ATOM 546 


HA 


ILE A 


ATOM 547 


HB 


ILE A 


ATOM 548 


1HG1 


ILE A 


ATOM 549 


2HG1 


ILE A 


ATOM 550 


1HG2 


ILE A 


ATOM 551 


2HG2 


ILE A 


ATOM 552 


3HG2 


ILE A 


ATOM 553 


1HD1 


ILE A 


ATOM 554 


2HD1 


ILE A 


ATOM 555 


3HD1 


ILE A 


ATOM 556 


N 


GLY A 


ATOM 557 


CA 


GLY A 


ATOM 558 


C 


GLY A 


ATOM 559 


0 


GLY A 


ATOM 560 


H 


GLY A 


ATOM 561 


1HA 


GLY A 


ATOM 562 


2HA 


GLY A 


ATOM 563 


N 


GLN A 


ATOM 564 


CA 


GLN A 


ATOM 565 


C 


GLN A 


ATOM 566 


0 


GLN A 



39 148.004 8.624 

39 148.406 9.950 

39 148.069 11.019 

39 146.492 8.645 

39 146.088 7.406 

39 145.699 8.725 

39 144.772 7.560 

39 148.776 9.043 

39 148.205 7.824 

39 146.274 9.527 

39 145.997 6.564 

39 146. 852 7. 195 

39 144.687 9.034 

39 145.686 7.756 

39 146.162 9.443 

39 144.751 8.514 

39 144.666 6.766 

39 143.960 7.512 

40 149.135 9.876 
40 149.575 11.083 
40 150.097 10.816 
40 149.921 9.724 
40 149.378 8.997 
40 148.745 11.769 

40 150.359 11.540 

41 150.741 11.820 
41 151.294 11.701 
41 152.768 12.102 
41 153.105 13.259 



0.756 1.00 0.00 

0.121 1.00 0.00 

0.631 1.00 0.00 

1.051 1.00 0.00 

1.853 1.00 0.00 
-0.245 1.00 0.00 

2.583 1.00 0.00 

2.680 1.00 0.00 

0.056 1.00 0.00 

1.633 1.00 0.00 

1.182 1.00 0.00 

2.587 1.00 0.00 
-0.029 1.00 0.00 
-0.720 1.00 0.00 
-0.905 1.00 0.00 

3.089 1.00 0.00 

3.306 1.00 0.00 

1.874 1.00 0.00 
-0.987 1.00 0.00 
-1.663 1.00 0.00 
-3.060 1.00 0.00 
-3.600 1.00 0.00 
-1.348 1.00 0.00 
-1.727 1.00 0.00 
-1.079 1.00 0.00 
-3.644 1.00 0.00 
-4.987 1.00 0.00 
-5.001 1.00 0.00 
-4.749 1.00 0.00 
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ATOM 567 


CB 


GLN A 


41 


150.504 


12.581 


ATOM 568 


CG 


GLN A 


41 


148.998 


12.402 


ATOM 569 


CD 


GLN A 


41 


148.246 


13.712 


ATOM 570 


0E1 


GLN A 


41 


148.223 


14.518 


ATOM 571 


NE2 


GLN A 


41 


147.627 


13.933 


ATOM 572 


H 


GLN A 


41 


150.847 


12. 665 


ATOM 573 


HA 


GLN A 


41 


151.205 


10.672 


ATOM 574 


1HB 


GLN A 


41 


150. 737 


13. 616 


ATOM 575 


2HB 


GLN A 


41 


150.804 


12. 344 


ATOM 576 


1HG 


GLN A 


41 


148. 670 


11.741 


ATOM 577 


2HG 


GLN A 


41 


148. 767 


11.960 


ATOM 578 


1HE2 GLN A 


41 


147. 689 


13.246 


ATOM 579 


2HE2 GLN A 


41 


147. 135 


14. 773 


ATOM 580 


N 


PRO A 


42 


153.674 


11.150 


ATOM 581 


CA 


PRO A 


42 


155. 115 


11.422 


ATOM 582 


C 


PRO A 


42 


155. 468 


12. 529 


ATOM 583 


0 


PRO A 


42 


154. 696 


12. 830 


ATOM 584 


CB 


PRO A 


42 155.723 


10.089 


ATOM 585 


CG 


PRO A 


42 


154. 699 


9.066 


ATOM 586 


CD 


PRO A 


42 


153. 371 


9.743 


ATOM 587 


HA 


PRO A 


42 


155.495 


11.680 


ATOM 588 


1HB 


PRO A 


42 155.909 


10.118 


ATOM 589 


2HB 


PRO A 


42 


156. 648 


9.915 


ATOM 590 


1HG 


PRO A 


42 


154. 778 


8.222 


ATOM 591 


2HG 


PRO A 


42 


154.830 


8.746 


ATOM 592 


1HD 


PRO A 


42 


153. 021 


9.641 


ATOM 593 


2HD 


PRO A 


42 


152. 648 


9.341 


ATOM 594 


N 


PRO A 


43 


156. 647 


13.151 


ATOM 595 


CA 


PRO A 


43 


157. 102 


14.228 



-5.956 1.00 0.00 
-5.849 1.00 0.00 
-5.972 1.00 0.00 
-5.040 1.00 0.00 
-7.125 1.00 0.00 
-3.160 1.00 0.00 
-5.295 1.00 0.00 
-5.753 1.00 0.00 
-6.964 1.00 0.00 
-6.637 1.00 0.00 
-4.891 1.00 0.00 
-7.822 1.00 0.00 
-7.233 1.00 0.00 
-5.295 1.00 0.00 
-5.336 1.00 0.00 
-6.324 1.00 0.00 
-7.233 1.00 0.00 
-5.787 1.00 0.00 
-5.440 1.00 0.00 
-5.609 1.00 0.00 
-4.358 1.00 0.00 
-6.851 1.00 0.00 
-5.259 1.00 0.00 
-6.110 1.00 0.00 
-4.416 1.00 0.00 
-6.626 1.00 0.00 
-4.916 1.00 0.00 
-6.158 1.00 0.00 
-7.040 1.00 0.00 
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e 

ATOM 596 C PROA 43 157.497 13.719 -8.421 1.00 0.00 

ATOM 597 0 PROA 43 158.662 13.408 -8.668 1.00 0.00 

ATOM 598 CB PROA 43 158.322 14.792 -6.312 1.00 0.00 

ATOM 599 CG PROA 43 158.835 13.657 -5.497 1.00 0.00 

ATOM 600 CD PROA 43 157.629 12.850 -5.098 1.00 0.00 

ATOM 601 HA PROA 43 156.351 14.999 -7.142 1.00 0.00 

ATOM 602 1HB PROA 43 159.052 15.121 -7.037 1.00 0.00 

ATOM 603 2HB PROA 43 158.023 15.622 -5.691 1.00 0.00 

ATOM 604 1HG PROA 43 159.510 13.056 -6.088 1.00 0.00 

ATOM 605 2HG PROA 43 159.339 14.035 -4.619 1.00 0.00 

ATOM 606 1HD PROA 43 157.869 11.797 -5.082 1.00 0.00 

ATOM 607 2HD PROA 43 157.264 13.170 -4.134 1.00 0.00 

ATOM 608 N GLY A 44 156.521 13.636 -9.317 1.00 0.00 

ATOM 609 CA GLY A 44 156.790 13.162 -10.661 1.00 0.00 

ATOM 610 C GLY A 44 155.552 12.623-11.346 1.00 0.00 

ATOM 611 0 GLY A 44 155.237 13.014 -12.471 1.00 0.00 

ATOM 612 H GLY A 44 155.610 13.897 -9.064 1.00 0.00 

ATOM 613 1HA GLY A 44 157.183 13.980 -11.245 1.00 0.00 

ATOM 614 2HA GLY A 44 157.532 12.380 -10.613 1.00 0.00 

ATOM 615 N LEU A 45 154.848 11.724 -10.670 1.00 0.00 

ATOM 616 CA LEU A 45 153.637 11.131 -11.224 1.00 0.00 

ATOM 617 C LEU A 45 152.440 11.401 -10.319 1.00 0.00 

ATOM 618 0 LEU A 45 152.369 10.888 -9.203 1.00 0.00 

ATOM 619 CB LEU A 45 153.820 9.623 -11.409 1.00 0.00 

ATOM 620 CG LEU A 45 154.384 8.886 -10.192 1.00 0.00 
ATOM 621 CD1 LEU A 45 154.025 7.407 -10.247 1.00 0.00 
ATOM 622 CD2 LEU A 45 155.893 9.072 -10.107 1.00 0.00 

ATOM 623 H LEU A 45 155.148 11.452 -9.775 1.00 0.00 

ATOM 624 HA LEU A 45 153.455 11.583 -12.186 1.00 0.00 
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ATOM 625 
ATOM 626 
ATOM 627 
ATOM 628 
ATOM 629 
ATOM 630 
ATOM 631 
ATOM 632 
ATOM 633 
ATOM 634 
ATOM 635 
ATOM 636 
ATOM 637 
ATOM 638 
ATOM 639 
ATOM 640 
ATOM 641 
ATOM 642 
ATOM 643 
ATOM 644 
ATOM 645 
ATOM 646 
ATOM 647 
ATOM 648 
ATOM 649 
ATOM 650 
ATOM 651 
ATOM 652 
ATOM 653 



1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N ASN A 
CA ASN A 
C ASN A 
0 ASN A 
CB ASN A 
CG ASN A 
0D1 ASN A 
ND2 ASN A 
H ASN A 
HA ASN A 
1HB ASN A 
2HB ASN A 
1HD2 ASN A 
2HD2 ASN A 
N GLU A 
CA GLU A 
C GLU A 
0 GLU A 
CB GLU A 
CG GLU A 



45 152.860 
45 154.490 
45 153.945 
45 153.490 
45 154.928 
45 153.402 
45 156.162 
45 156.205 

45 156.385 

46 151.505 
46 150.318 
46 149.367 
46 148.723 
46 149.608 
46 148.879 
46 147.654 
46 149.632 
46 151.613 
46 150.633 
46 150.337 
46 148.889 
46 150.602 

46 149.188 

47 149.285 
47 148.415 
47 148.262 
47 149.245 
47 148.970 
47 150.485 



9.192 -11.653 1.00 0.00 
9.462 -12.240 1.00 0.00 
9.301 -9.295 1.00 0.00 
7.134 -9.349 1.00 0.00 
6.819 -10.320 1.00 0.00 
7.218 -11.108 1.00 0.00 
9.381 -9.108 1.00 0.00 
9.827 -10.813 1.00 0.00 
8.138 -10.339 1.00 0.00 
12.210 -10.803 1.00 0.00 
12.539 -10.025 1.00 0.00 
11.349 -9.971 1.00 0.00 
11.008 -10.964 1.00 0.00 
13.751 -10.630 1.00 0.00 
14.574 -9.586 1.00 0.00 
14.691 -9.615 1.00 0.00 
15.152 -8.657 1.00 0.00 
12.592 -11.699 1.00 0.00 
12.780 -9.020 1.00 0.00 
14.383 -11.114 1.00 0.00 
13.411 -11.361 1.00 0.00 
15.015 -8.696 1.00 0.00 
15.690 -7.970 1.00 0.00 
10.721 -8.804 1.00 0.00 
9.568 -8.612 1.00 0.00 
9.248 -7.130 1.00 0.00 
8.978 -6.440 1.00 0.00 
8.349 -9.354 1.00 0.00 
8.230 -9.290 1.00 0.00 
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ATOM 654 


CD 


GLU A 


ATOM 655 


0E1 


GLU A 


ATOM 656 


0E2 


GLU A 


ATOM 657 


H 


GLU A 


ATOM 658 


HA 


GLU A 


ATOM 659 


1HB 


GLU A 


ATOM 660 


2HB 


GLU A 


ATOM 661 


1HG 


GLU A 


ATOM 662 


2HG 


GLU A 


ATOM 663 


N 


VAL A 


ATOM 664 


CA 


VAL A 


ATOM 665 


C 


VAL A 


ATOM 666 


0 


VAL A 


ATOM 667 


CB 


VAL A 


ATOM 668 


CGI 


VAL A 


ATOM 669 


CG2 


VAL A 


ATOM 670 


H 


VAL A 


ATOM 671 


HA 


VAL A 


ATOM 672 


HB 


VAL A 


ATOM 673 


1HG1 VAL A 


ATOM 674 


2HG1 VAL A 


ATOM 675 


3HG1 


VAL A 


ATOM 676 


1HG2 VAL A 


ATOM 677 


2HG2 VAL A 


ATOM 678 


3HG2 VAL A 


ATOM 679 


N 


LEU A 


ATOM 680 


CA 


LEU A 


ATOM 681 


C 


LEU A 


ATOM 682 


0 


LEU A 



47 151.036 7.254 • 

47 151.168 7.641 • 

47 151.336 6.103 

47 149.824 11.041 

47 147.445 9.813 

47 148.543 7.455 

47 148.680 8.411 

47 150.917 9.201 

47 150.767 7.894 

48 147.026 9.273 
48 146.758 8.977 
48 147.120 7.533 
48 146.338 6.615 
48 145.279 9.219 
48 145.066 9.114 
48 144.820 10.574 
48 146.280 9.489 
48 147.366 9.636 
48 144.684 8.455 
48 145.014 8.072 
48 144.142 9.606 
48 145.889 9.587 
48 144.651 10.515 
48 145.580 11.314 

48 143.903 10.857 

49 148.309 7.339 
49 148.777 6.005 
49 148.742 5.809 
49 149.455 6.486 



10.311 1.00 0.00 
11.491 1.00 0.00 
-9.930 1.00 0.00 
-8.052 1.00 0.00 
-9.017 1.00 0.00 
-8.923 1.00 0.00 
-10.392 1.00 0.00 
-9.474 1.00 0.00 
-8.303 1.00 0.00 
-6.644 1.00 0.00 
-5.243 1.00 0.00 
^-4.918 1.00 0.00 
-5.169 1.00 0.00 
-4.888 1.00 0.00 
-3.386 1.00 0.00 
-5.405 1.00 0.00 
-7.241 1.00 0.00 
-4.640 1.00 0.00 
-5.368 1.00 0.00 
-3.102 1.00 0.00 
-3.117 1.00 0.00 
-2.872 1.00 0.00 
-6.470 1.00 0.00 
-5.202 1.00 0.00 
-4.910 1.00 0.00 
-4.362 1.00 0.00 
-4.005 1.00 0.00 
-2.496 1.00 0.00 
-1.756 1.00 0.00 
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#H 2002-236129 



1—*? I 225/ 



ATOM 683 


CB 


ATOM 684 


CG 


ATOM 685 


CD1 


ATOM 686 


CD2 


ATOM 687 


H 


ATOM 688 


HA 


ATOM 689 


1HB 


ATOM 690 


2HB 


ATOM 691 


HG 


ATOM 692 


1HD1 


ATOM 693 


2HD1 


ATOM 694 


3HD1 


ATOM 695 


1HD2 


ATOM 696 


2HD2 


ATOM 697 


3HD2 


ATOM 698 


N 


ATOM 699 


CA 


ATOM 700 


C 


ATOM 701 


0 


ATOM 702 


CB 


ATOM 703 


H 


ATOM 704 


HA 


ATOM 705 


1HB 


ATOM 706 


2HB 


ATOM 707 


3HB 


ATOM 708 


N 


ATOM 709 


CA 


ATOM 710 


C 


ATOM 711 


0 



LEU A 49 150. 197 
LEU A 49 150. 343 
LEU A 49 151.745 
LEU A 49 150.022 
LEU A 49 148.888 
LEU A 49 148.115 
LEU A 49 150.840 
LEU A 49 150. 532 
LEU A 49 149. 643 
LEU A 49 151.964 
LEU A 49 151.808 
LEU A 49 152. 461 
LEU A 49 149.950 
LEU A 49 149. 083 
LEU A 49 150. 807 
ALA A 50 147.908 
ALA A 50 147.783 
ALA A 50 148. 733 
ALA A 50 148. 596 
ALA A 50 146. 347 
ALA A 50 147. 363 
ALA A 50 148. 036 
ALA A 50 146. 227 
ALA A 50 145.677 
ALA A 50 146. 115 
GLY A 51 149. 697 
GLY A 51 150. 656 
GLY A 51 150. 023 
GLY A 51 149. 665 



5.781 -4.528 1.00 0.00 
5.837 -6.050 1.00 0.00 
6.281 -6.435 1.00 0.00 
4.483 -6.664 1.00 0.00 
8.110 -4.186 1.00 0.00 
5.287 -4.466 1.00 0.00 
6.535 -4.097 1.00 0.00 
4.812 -4.192 1.00 0.00 
6.559 -6.446 1.00 0.00 
7.230 -5.968 1.00 0.00 
6.384 -7.507 1.00 0.00 
5.543 -6.102 1.00 0.00 
4.582 -7.737 1.00 0.00 
4.122 -6.272 1.00 0.00 
3.782 -6.420 1.00 0.00 
4.880 -2.044 1.00 0.00 
4.602 -0.621 1.00 0.00 
3.488 -0.195 1.00 0.00 
2.343 -0.625 1.00 0.00 
4.234 -0.280 1.00 0.00 
4.374 -2.682 1.00 0.00 
5.505 -0.086 1.00 0.00 
3.162 -0.329 1.00 0.00 
4.704 -0.985 1.00 0.00 
4.577 0.718 1.00 0.00 
3.832 0.653 1.00 0.00 
2.850 1. 123 1.00 0.00 
1.805 2.019 1.00 0.00 
2.092 3.162 1.00 0.00 
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ATOM 712 


H 


GLY A 


ATOM 713 


1HA 


GLY A 


ATOM 714 


2HA 


GLY A 


ATOM 715 


N 


LEU A 


ATOM 716 


CA 


LEU A 


ATOM 717 


C 


LEU A 


ATOM 718 


0 


LEU A 


ATOM 719 


CB 


LEU A 


ATOM 720 


CG 


LEU A 


ATOM 721 


CD1 


LEU A 


ATOM 722 


CD2 


LEU A 


ATOM 723 


H 


LEU A 


ATOM 724 


HA 


LEU A 


ATOM 725 


1HB 


LEU A 


ATOM 726 


2HB 


LEU A 


ATOM 727 


HG 


LEU A 


ATOM 728 


1HD1 LEU A 


ATOM 729 


2HD1 LEU A 


ATOM 730 


3HD1 LEU A 


ATOM 731 


1HD2 LEU A 


ATOM 732 


2HD2 LEU A 


ATOM 733 


3HD2 LEU A 


ATOM 734 


N 


GLU A 


ATOM 735 


CA 


GLU A 


ATOM 736 


C 


GLU A 


ATOM 737 


0 


GLU A 


ATOM 738 


CB 


GLU A 


ATOM 739 


CG 


GLU A 


ATOM 740 


CD 


GLU A 



51 149.757 4.759 

51 151.098 2.357 

51 151.434 3.357 

52 149.882 0.589 
52 149.286 -0.502 
52 150.362 -1.350 
52 151.348 -1.734 
52 148.423 -1.376 
52 147.132 -0.721 
52 146.434 -1.615 
52 146.209 -0.418 
52 150.186 0.422 
52 148.660 -0.067 
52 149.014 -1.654 
52 148.162 -2.274 
52 147.372 0.212 
52 147.160 -2.260 
52 145.957 -1.002 
52 145.689 -2.215 
52 146.708 0.245 
52 145.955 -1.339 

52 145.308 0.053 

53 150.166 -1.641 
53 151.119 -2.445 
53 150.624 -3.880 
53 149.715 -4.158 
53 151.353 -1.830 
53 152.363 -2.593 
53 151.997 -2.614 



0.962 1.00 0.00 
0.270 1.00 0.00 
1.674 1.00 0.00 
1.501 1.00 0.00 
2.264 1.00 0.00 
2.933 1.00 0.00 
2.303 1.00 0.00 
1.353 1.00 0.00 
0.860 1.00 0.00 
-0.154 1.00 0.00 
2.031 1.00 0.00 
0.585 1.00 0.00 
3.029 1.00 0.00 
0.492 1.00 0.00 
1.893 1.00 0.00 
0.373 1.00 0.00 
-0.625 1.00 0.00 
-0.905 1.00 0.00 
0.348 1.00 0.00 
2.721 1.00 0.00 
2.536 1.00 0.00 
1.666 1.00 0.00 
4.216 1.00 0.00 
4.972 1.00 0.00 
5.117 1.00 0.00 
5.899 1.00 0.00 
6.353 1.00 0.00 
7.195 1.00 0.00 
8.666 1.00 0.00 

fcttSE# 2003-3083148 









mm 


2 0 0 2 


ATOM 741 


0E1 


GLU A 


53 


152. 380 


ATOM 742 


0E2 


GLU A 


53 


151.327 


ATOM 743 


H 


GLU A 


53 


149. 362 


ATOM 744 


HA 


GLU A 


53 


152. 053 


ATOM 745 


1HB 


GLU A 


53 


151.710 


ATOM 746 


2HB 


GLU A 


53 


150. 414 


ATOM 747 


1HG 


GLU A 


53 


152.415 


ATOM 748 


2HG 


GLU A 


53 


153. 330 


ATOM 749 


N 


LEU A 


54 


151.229 


ATOM 750 


CA 


LEU A 


54 


150.850 


ATOM 751 


C 


LEU A 


54 


151. 179 


ATOM 752 


0 


LEU A 


54 


152. 268 


ATOM 753 


CB 


LEU A 


54 


151.564 


ATOM 754 


CG 


LEU A 


54 


151.397 


ATOM 755 


CD1 


LEU A 


54 


152.493 


ATOM 756 


CD2 


LEU A 


54 


150. 025 


ATOM 757 


H 


LEU A 


54 


151.948 


ATOM 758 


HA 


LEU A 


54 


149. 784 


ATOM 759 


1HB 


LEU A 


54 


152. 618 


ATOM 760 


2HB 


LEU A 


54 


151. 183 


ATOM 761 


HG 


LEU A 


54 


151.478 


ATOM 762 


1HD1 LEU A 


54 


153.458 


ATOM 763 


2HD1 LEU A 


54 


152. 376 


ATOM 764 


3HD1 LEU A 


54 


152. 426 


ATOM 765 


1HD2 LEU A 


54 


149. 885 


ATOM 766 


2HD2 LEU A 


54 


149. 953 


ATOM 767 


3HD2 LEU A 


54 


149.262 


ATOM 768 


N 


GLU A 


55 


150. 231 


ATOM 769 


CA 


GLU A 


55 


150.420 



^-v : 227/ 



-3.580 9.360 1.00 0.00 

-1.665 9.126 1.00 0.00 

-1.306 4.663 1.00 0.00 

-2.451 4.428 1.00 0.00 

-0.819 6.229 1.00 0.00 

-1.808 6.887 1.00 0.00 

-3.610 6.838 1.00 0.00 

-2.124 7.086 1.00 0.00 

-4.789 4.359 1.00 0.00 

-6.196 4.403 1.00 0.00 

-6.805 5.763 1.00 0.00 

-6.599 6.300 1.00 0.00 

-6.973 3.296 1.00 0.00 

-6.396 1.889 1.00 0.00 

-6.907 0.968 1.00 0.00 

-6.742 1.331 1.00 0.00 

-4.506 3.755 1.00 0.00 

-6.257 4.244 1.00 0.00 

-7.003 3.529 1.00 0.00 

-7.984 3.293 1.00 0.00 

-5.319 1.938 1.00 0.00 

-6.635 1.372 1.00 0.00 

-6.467 -0.011 1.00 0.00 

-7.982 0.891 1.00 0.00 

-7.812 1.357 1.00 0.00 

-6.394 0.312 1.00 0.00 

-6.266 1.929 1.00 0.00 

-7.556 6.314 1.00 0.00 

-8.196 7.610 1.00 0.00 
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ATOM 770 
ATOM 771 
ATOM 772 
ATOM 773 
ATOM 774 
ATOM 775 
ATOM 776 
ATOM 777 
ATOM 778 
ATOM 779 
ATOM 780 
ATOM 781 
ATOM 782 
ATOM 783 
ATOM 784 
ATOM 785 
ATOM 786 
ATOM 787 
ATOM 788 
ATOM 789 
ATOM 790 
ATOM 791 
ATOM 792 
ATOM 793 
ATOM 794 
ATOM 795 
ATOM 796 
ATOM 797 
ATOM 798 



C 

0 

CB 

CG 

CD 



GLU A 
GLU A 
GLU A 
GLU A 
GLU A 
0E1 GLU A 
0E2 GLU A 
GLU A 
GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 
ASP A 



H 
HA 



N 

CA 
C 
0 
CB 
CG 



ASP A 
ASP A 
ASP A 
ASP A 
ASP A 
0D1 ASP A 
0D2 ASP A 
H ASP A 
HA ASP A 
1HB ASP A 
2HB ASP A 
N GLU A 
CA GLU A 
C GLU A 
0 GLU A 



55 151.540 
55 152.232 
55 149.120 
55 148.144 
55 148.143 
55 149.238 
55 147.046 
55 149.385 
55 150.690 
55 148.635 
55 149.358 
55 148.415 

55 147.148 

56 151.713 
56 152.748 
56 153.972 
56 153.857 
56 152.207 
56 152.759 
56 152.112 
56 153.839 
56 151.130 
56 153.040 
56 151.131 

56 152.474 

57 155.142 
57 156.387 
57 156.650 
57 156.986 



-9.230 7.551 1.00 0.00 

-9.466 8.542 1.00 0.00 

-8.861 8.068 1.00 0.00 

-7.900 8.725 1.00 0.00 

-8.013 10.237 1.00 0.00 

-7.979 10.837 1.00 0.00 

-8.137 10.823 1.00 0.00 

-7.684 5.837 1.00 0.00 

-7.429 8.321 1.00 0.00 

-9.303 7.210 1.00 0.00 

-9.639 8.778 1.00 0.00 

-6.890 8.457 1.00 0.00 

-8.113 8.362 1.00 0.00 

-9.843 6.385 1.00 0.00 

-10.852 6.199 1.00 0.00 

-10.256 5.509 1.00 0.00 

-9.318 4.722 1.00 0.00 

-12.024 5.379 1.00 0.00 

-13.358 5.842 1.00 0.00 

-14.007 6.689 1.00 0.00 

-13.754 5.355 1.00 0.00 

-9.612 5.632 1.00 0.00 

-11.212 7.174 1.00 0.00 

-12.052 5.468 1.00 0.00 

-11.884 4.341 1.00 0.00 

-10.810 5.811 1.00 0.00 

-10.334 5.219 1.00 0.00 

-11.019 3.882 1.00 0.00 

-12.203 3.836 1.00 0.00 
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ATOM 799 


CB 


GLU A 


ATOM 800 


CG 


GLU A 


ATOM 801 


CD 


GLU A 


ATOM 802 


0E1 


GLU A 


ATOM 803 


0E2 


GLU A 


ATOM 804 


H 


GLU A 


ATOM 805 


HA 


GLU A 


ATOM 806 


1HB 


GLU A 


ATOM 807 


2HB 


GLU A 


ATOM 808 


1HG 


GLU A 


ATOM 809 


2HG 


GLU A 


ATOM 810 


N 


CYS A 


ATOM 811 


CA 


CYS A 


ATOM 812 


C 


CYS A 


ATOM 813 


0 


CYS A 


ATOM 814 


CB 


CYS A 


ATOM 815 


SG 


CYS A 


ATOM 816 


H 


CYS A 


ATOM 817 


HA 


CYS A 


ATOM 818 


1HB 


CYS A 


ATOM 819 


2HB 


CYS A 


ATOM 820 


HG 


CYS A 


ATOM 821 


N 


ALA A 


ATOM 822 


CA 


ALA A 


ATOM 823 


C 


ALA A 


ATOM 824 


0 


ALA A 


ATOM 825 


CB 


ALA A 


ATOM 826 


H 


ALA A 


ATOM 827 


HA 


ALA A 



57 157.558 -10.584 
57 157.490 -9.760 
57 158.429 -10.272 
57 159.608 -10.536 
57 157.985 -10.409 
57 155.169 -11.556 
57 156.291 -9.272 
57 157.567 -11.629 
57 158.480 -10.345 
57 157.756 -8.740 

57 156.480 -9.791 

58 156.495 -10.269 
58 156.716 -10.804 
58 157.997 -10.242 
58 158.317 -9.067 
58 155.524 -10.482 
58 154.176 -11.683 
58 156.226 -9.331 
58 156.812 -11.877 
58 155.125 -9.517 
58 155.861 -10.447 

58 154.554 -12.533 

59 158.726 -11.089 
59 159.972 -10.677 
59 159.708 -9.725 
59 159. 129 -10. 113 
59 160.747 -11.895 
59 158.418 -12.014 
59 160.570 -10.168 



6.172 1.00 0.00 
7.448 1.00 0.00 
8.522 1.00 0.00 
8.205 1.00 0.00 
9.682 1.00 0.00 
6.445 1.00 0.00 
5.053 1.00 0.00 
6.445 1.00 0.00 
5.663 1.00 0.00 

7.216 1.00 0.00 

7.828 1.00 0.00 

2.797 1.00 0.00 

1.459 1.00 0.00 

0.851 1.00 0.00 

1.030 1.00 0.00 

0.554 1.00 0.00 

0.653 1.00 0.00 

2.898 1.00 0.00 

1.542 1.00 0.00 

0.830 1.00 0.00 
-0.472 1.00 0.00 

0.888 1.00 0.00 

0.133 1.00 0.00 
-0.502 1.00 0.00 
-1.664 1.00 0.00 
-2.678 1.00 0.00 
-0.981 1.00 0.00 

0.026 1.00 0.00 

0.239 1.00 0.00 

mSE#2 003-3083148 
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ATOM 828 


1HB 


ALA A 


ATOM 829 


2HB 


ALA A 


ATOM 830 


3HB 


ALA A 


ATOM 831 


N 


GLY A 


ATOM 832 


CA 


GLY A 


ATOM 833 


C 


GLY A 


ATOM 834 


0 


GLY A 


ATOM 835 


H 


GLY A 


ATOM 836 


1HA 


GLY A 


ATOM 837 


2HA 


GLY A 


ATOM 838 


N 


CYS A 


ATOM 839 


CA 


CYS A 


ATOM 840 


C 


CYS A 


ATOM 841 


0 


CYS A 


ATOM 842 


CB 


CYS A 


ATOM 843 


SG 


CYS A 


ATOM 844 


H 


CYS A 


ATOM 845 


HA 


CYS A 


ATOM 846 


1HB 


CYS A 


ATOM 847 


2HB 


CYS A 


ATOM 848 


HG 


CYS A 


ATOM 849 


N 


THR A 


ATOM 850 


CA 


THR A 


ATOM 851 


C 


THR A 


ATOM 852 


0 


THR A 


ATOM 853 


CB 


THR A 


ATOM 854 


0G1 


THR A 


ATOM 855 


CG2 


THR A 


ATOM 856 


H 


THR A 



59 161.352 -11.625 
59 160.054 -12.674 

59 161.385 -12.252 

60 160.136 -8.476 
60 159.937 -7.489 
60 159.402 -6.175 
60 159.649 -5.115 
60 160.591 -8.225 
60 160.880 -7.305 

60 159.236 -7.880 

61 158.669 -6.247 
61 158.098 -5.055 
61 159.175 -4.242 
61 160.259 -4.749 
61 156.999 -5.444 
61 155.806 -6.635 
61 158.508 -7.121 
61 157.667 -4.450 
61 157.452 -5.882 
61 156.453 -4.556 

61 156.257 -7.181 

62 158.869 -2.979 
62 159.811 -2.096 
62 159.450 -1.944 
62 158.508 -2.571 
62 159.834 -0.725 
62 158.569 -0.422 
62 160.865 -0.617 
62 157.989 -2.632 



1.834 1.00 0.00 
1.265 1.00 0.00 
0.186 1.00 0.00 
•1.508 1.00 0.00 
-2.551 1.00 0.00 
-2.012 1.00 0.00 
-2.587 1.00 0.00 
-0.677 1.00 0.00 
-3.044 1.00 0.00 
-3.274 1.00 0.00 
-0.907 1.00 0.00 
-0.290 1.00 0.00 

0.422 1.00 0.00 

0.712 1.00 0.00 

0.700 1.00 0.00 

0.046 1.00 0.00 
-0.495 1.00 0.00 
-1.074 1.00 0.00 

1.576 1.00 0.00 

0.988 1.00 0.00 
-0.602 1.00 0.00 

0.700 1.00 0.00 

1.378 1.00 0.00 

2.852 1.00 0.00 

3.338 1.00 0.00 

0.702 1.00 0.00 

0.140 1.00 0.00 
-0.400 1.00 0.00 

0.443 1.00 0.00 

tBSE# 2003-3083148 
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ATOM 857 


HA 


THR A 


62 


160. 793 


-2.540 


1.305 1.00 0.00 


ATOM 858 


HB 


THR A 


62 


160. 063 


0.027 


1.444 1.00 0.00 


ATOM 859 


HGl 


THR A 


62 


158. 577 


0.476 


-0.200 1.00 0.00 


ATOM 860 


1HG2 


THR A 


62 


161.107 


0.422 


-0.567 1.00 0.00 


ATOM 861 


2HG2 


THR A 


62 160.466 


-1.044 


-1.309 1.00 0.00 


ATOM 862 


3HG2 


THR A 


62 


161.757 


-1.153 


-0.112 1.00 0.00 


ATOM 863 


N 


ASP A 


63 


160. 204 


-1.108 


3.557 1.00 0.00 


ATOM 864 


CA 


ASP A 


63 


159. 963 


-0.873 


4.977 1.00 0.00 


ATOM 865 


C 


ASP A 


63 


159. 263 


0.463 


5.197 1.00 0.00 


ATOM 866 


0 


ASP A 


63 


159. 501 


1.144 


6.194 1.00 0.00 


ATOM 867 


CB 


ASP A 


63 


161.283 


-0. 905 


5.752 1.00 0.00 


ATOM 868 


CG 


ASP A 


63 


162. 354 


-0. 050 


5.104 1.00 0.00 


ATOM 869 


0D1 


ASP A 


63 


163. 372 


-0.615 


4.652 1.00 0.00 


ATOM 870 


0D2 


ASP A 


63 


162. 175 


1.185 


5.048 1.00 0.00 


ATOM 871 


H 


ASP A 


63 


160. 940 


-0. 637 


3.114 1.00 0.00 


ATOM 872 


HA 


ASP A 


63 


159. 324 


-1. 665 


5.339 1.00 0.00 


ATOM 873 


1HB 


ASP A 


63 


161.114 


-0. 538 


6.753 1.00 0.00 


ATOM 874 


2HB 


ASP A 


63 


161.640 


-1.922 


5.800 1.00 0.00 


ATOM 875 


N 


GLY A 


64 


158. 398 


0.833 


4.258 1.00 0.00 


ATOM 876 


CA 


GLY A 


64 


157. 676 


2.087 


4.367 1.00 0.00 


ATOM 877 


C 


GLY A 


64 


158.318 


3. 199 


3.562 1.00 0.00 


ATOM 878 


0 


GLY A 


64 


158.413 


4.336 


4.025 1.00 0.00 


ATOM 879 


H 


GLY A 


64 


158.249 


0.250 


3.485 1.00 0.00 


ATOM 880 


1HA 


GLY A 


64 


156. 666 


1.940 


4.016 1.00 0.00 


ATOM 881 


2HA 


GLY A 


64 


157. 644 


2.382 


5.406 1.00 0.00 


ATOM 882 


N 


THR A 


65 


158.763 


2.871 


2.353 1.00 0.00 


ATOM 883 


CA 


THR A 


65 


159.400 


3.850 


1.481 1.00 0.00 


ATOM 884 


C 


THR A 


65 


159. 035 


3.600 


0.022 1.00 0.00 


ATOM 885 


0 


THR A 


65 


159.312 


2.531 


-0.524 1.00 0.00 
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ATOM 886 


CB 


THR A 


65 160.919 


3.805 


1.652 1.00 0.00 


ATOM 887 


0G1 


THR A 


65 


161.395 


2.473 


1.559 1.00 0.00 


ATOM 888 


CG2 


THR A 


65 


161.390 


4.368 


2.976 1.00 0.00 


ATOM 889 


H 


THR A 


65 


158. 659 


1.948 


2.040 1.00 0.00 


ATOM 890 


HA 


THR A 


65 159.044 


4.829 


1.766 1.00 0.00 


ATOM 891 


HB 


THR A 


65 


161.377 


4.385 


0.865 1.00 0.00 


ATOM 892 


HG1 


THR A 


65 


161.050 


2.065 


0.762 1.00 0.00 


ATOM 893 


1HG2 


THR A 


65 160.959 


5.348 


3.123 1.00 0.00 


ATOM 894 


2HG2 


THR A 


65 


162. 466 


4.445 


2.972 1.00 0.00 


ATOM 895 


3HG2 


THR A 


65 


161.078 


3.714 


3.777 1.00 0.00 


ATOM 896 


N 


PHE A 


66 


158.411 


4.591 


-0.606 1.00 0.00 


ATOM 897 


CA 


PHE A 


66 


158.008 


4.479 


-2.003 1.00 0.00 


ATOM 898 


C 


PHE A 


66 


159. 094 


5.022 


-2.927 1.00 0.00 


ATOM 899 


0 


PHE A 


66 


159.201 


6.230 


-3.130 1.00 0.00 


ATOM 900 


CB 


PHE A 


66 


156.697 


5.230 


-2.241 1.00 0.00 


ATOM 901 


CG 


PHE A 


66 


156. 012 


4.848 


-3.522 1.00 0.00 


ATOM 902 


CD1 


PHE A 


66 


155. 529 


5.822 


-4.381 1.00 0.00 


ATOM 903 


CD2 


PHE A 


66 


155.849 


3.516 


-3.865 1.00 0.00 


ATOM 904 


CE1 


PHE A 


66 


154. 899 


5.474 


-5.560 1.00 0.00 


ATOM 905 


CE2 


PHE A 


66 


155.218 


3.161 


-5.042 1.00 0.00 


ATOM 906 


CZ 


PHE A 


66 


154.742 


4. 141 


-5.892 1.00 0.00 


ATOM 907 


H 


PHE A 


66 


158. 218 


5.419 


-0.118 1.00 0.00 


ATOM 908 


HA 


PHE A 


66 


157. 857 


3.432 


-2.220 1.00 0.00 


ATOM 909 


1HB 


PHE A 


66 


156.019 


5.023 


-1.427 1.00 0.00 


ATOM 910 


2HB 


PHE A 


66 156.900 


6.290 


-2.274 1.00 0.00 


ATOM 911 


HD1 


PHE A 


66 


155.652 


6.864 


-4.124 1.00 0.00 


ATOM 912 


HD2 


PHE A 


66 


156. 220 


2.748 


-3.202 1.00 0.00 


ATOM 913 


HE1 


PHE A 


66 


154. 528 


6.242 


-6.223 1.00 0.00 


ATOM 914 


HE2 


PHE A 


66 


155.098 


2.119 


-5.299 1.00 0.00 
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e 

ATOM 915 
ATOM 916 
ATOM 917 
ATOM 918 
ATOM 919 
ATOM 920 
ATOM 921 
ATOM 922 
ATOM 923 
ATOM 924 
ATOM 925 
ATOM 926 
ATOM 927 
ATOM 928 
ATOM 929 
ATOM 930 
ATOM 931 
ATOM 932 
ATOM 933 
ATOM 934 
ATOM 935 
ATOM 936 
ATOM 937 
ATOM 938 
ATOM 939 
ATOM 940 
ATOM 941 
ATOM 942 
ATOM 943 



HZ 


PHE A 


N 


ARG A 


CA 


ARG A 


C 


ARG A 


0 


ARG A 


CB 


ARG A 


CG 


ARG A 


CD 


ARG A 


NE 


ARG A 


CZ 


ARG A 


NH1 


ARG A 


NH2 


ARG A 


H 


ARG A 


HA 


ARG A 


1HB 


ARG A 


2HB 


ARG A 


1HG 


ARG A 


2HG 


ARG A 


1HD 


ARG A 


2HD 


ARG A 


HE 


ARG A 


1HH1 ARG A 


2HH1 ARG A 


1HH2 ARG A 


2HH2 ARG A 


N 


GLY A 


CA 


GLY A 


C 


GLY A 


0 


GLY A 



66 154.250 

67 159.896 
67 160.973 
67 161.960 
67 162.592 
67 160.404 
67 159.247 
67 158.335 
67 158.608 
67 158.258 
67 157.622 
67 158.544 
67 159.759 
67 161.493 
67 160.055 
67 161.188 
67 159.642 
67 158.673 
67 157.310 
67 158.483 
67 159.077 
67 157.403 
67 157.361 
67 159.022 

67 158.282 

68 162.086 
68 162.998 
68 162.279 
68 162.795 



3.867 -6.812 1.00 0.00 
4.119 -3.483 1.00 0.00 
4.509 -4.386 1.00 0.00 
5.438 -3.686 1.00 0.00 
6.281 -4.322 1.00 0.00 
5.194 -5.629 1.00 0.00 
4.438 -6.263 1.00 0.00 
5.371 -7.047 1.00 0.00 
5.327 -8.481 1.00 0.00 
4.314 -9.271 1.00 0.00 
3.261 -8.771 1.00 0.00 
4.354 -10.566 1.00 0.00 
3.170 -3.282 1.00 0.00 
3.612 -4.686 1.00 0.00 

6.179 -5.355 1.00 0.00 
5.290 -6.365 1.00 0.00 
3.691 -6.935 1.00 0.00 
3.959 -5.484 1.00 0.00 
5.077 -6.876 1.00 0.00 
6.380 -6.691 1.00 0.00 
6.091 -8.876 1.00 0.00 
3.225 -7.795 1.00 0.00 
2.504 -9.370 1.00 0.00 
5.145 -10.947 1.00 0.00 
3.594 -11.159 1.00 0.00 
5.279 -2.372 1.00 0.00 
6.111 -1.610 1.00 0.00 

7.180 -0.808 1.00 0.00 
7.658 0.202 1.00 0.00 



&SE# 2003-3083148 



mm 2002-236129 



i-i?: 234/ 



ATOM 944 
ATOM 945 
ATOM 946 
ATOM 947 
ATOM 948 
ATOM 949 
ATOM 950 
ATOM 951 
ATOM 952 
ATOM 953 
ATOM 954 
ATOM 955 
ATOM 956 
ATOM 957 
ATOM 958 
ATOM 959 
ATOM 960 
ATOM 961 
ATOM 962 
ATOM 963 
ATOM 964 
ATOM 965 
ATOM 966 
ATOM 967 
ATOM 968 
ATOM 969 
ATOM 970 
ATOM 971 
ATOM 972 



H 


GLY 


A 


68 


1HA 


GLY 


A 


68 


2HA 


GLY 


A 


68 


N 


THR 


A 


69 


CA 


THR 


A 


69 


C 


THR 


A 


69 


0 


THR 


A 


69 


CB 


THR 


A 


69 


0G1 


THR 


A 


69 


CG2 


THR 


A 


69 


H 


THR 


A 


69 


HA 


THR 


A 


69 


HB 


THR 


A 


69 


HG1 


THR 


A 


69 


1HG2 


THR 


A 


69 


2HG2 


THR 


A 


69 


3HG2 


THR 


A 


69 


N 


ARG 


A 


70 


CA 


ARG 


A 


70 


C 


ARG 


A 


70 


0 


ARG 


A 


70 


CB 


ARG 


A 


70 


CG 


ARG 


A 


70 


CD 


ARG 


A 


70 


NE 


ARG 


A 


70 


CZ 


ARG 


A 


70 


NH1 


ARG 


A 


70 


NH2 


ARG 


A 


70 


H 


ARG 


A 


70 



161.558 4.591 

163.558 5.485 

163. 686 6. 590 

161.086 7.556 

160. 299 8. 575 

159. 624 8. 002 

158. 538 7. 428 

159. 245 9. 152 

159. 760 9. 271 

158. 746 10. 518 

160. 728 7. 138 

160.969 9.365 

158.396 8.484 

159.603 8.454 

157. 684 10. 586 

159.259 11.280 

158. 939 10. 663 

160. 275 8. 161 

159. 738 7. 659 

158. 513 8. 463 

158. 554 9. 692 

160. 806 7. 716 

160. 332 7. 181 

160. 920 7. 975 

162.233 7.472 

163.084 8.150 

162. 766 9. 356 

164. 258 7. 619 

161.137 8.627 



-1.917 1.00 0.00 
-0.931 1.00 0.00 
-2.291 1.00 0.00 
-1.260 1.00 0.00 
-0.576 1.00 0.00 
0.666 1.00 0.00 
0.585 1.00 0.00 
-1.523 1.00 0.00 
-2.836 1.00 0.00 
-1.101 1.00 0.00 
-2.070 1.00 0.00 
-0.275 1.00 0.00 
-1.549 1.00 0.00 
-3. 317 1. 00 0. 00 
-1.285 1.00 0.00 
-1.670 1.00 0.00 
-0.048 1.00 0.00 
1.813 1.00 0.00 
3.073 1.00 0.00 
3.499 1.00 0.00 
3.554 1.00 0.00 
4.166 1.00 0.00 
5.508 1.00 0.00 
6.663 1.00 0.00 
7.062 1.00 0.00 
7.828 1.00 0.00 
8.281 1.00 0.00 
8.143 1.00 0.00 
1.813 1.00 0.00 
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ATOM 973 


HA 


ARG A 


70 159.444 


6.631 


ATOM 974 


1HB 


ARG A 


70 161.659 


7.134 


ATOM 975 


2HB 


ARG A 


70 161.112 


8.743 


ATOM 976 


1HG 


ARG A 


70 


159. 255 


7.245 


ATOM 977 


2HG 


ARG A 


70 160.636 


6.149 


ATOM 978 


1HD 


ARG A 


70 


161. 017 


9.007 


ATOM 979 


2HD 


ARG A 


70 


160. 248 


7.909 


ATOM 980 


HE 


ARG A 


70 162.494 


6.584 


ATOM 981 


1HH1 


ARG A 


70 


161.882 


9.762 


ATOM 982 


2HH1 


ARG A 


70 163.409 


9.859 


ATOM 983 


1HH2 


ARG A 


70 


164. 503 


6.711 


ATOM 984 


2HH2 


ARG A 


70 


164. 898 


8.127 


ATOM 985 


N 


TYR A 


71 


157. 426 


7.760 


ATOM 986 


CA 


TYR A 


71 


156. 189 


8.408 


ATOM 987 


C 


TYR A 


71 


155.841 


8.032 


ATOM 988 


0 


TYR A 


71 


155. 425 


8.880 


ATOM 989 


CB 


TYR A 


71 


155. 042 


8.019 


ATOM 990 


CG 


TYR A 


71 


155. 198 


8.551 


ATOM 991 


CD1 


TYR A 


71 


155. 353 


7.686 


ATOM 992 


CD2 


TYR A 


71 


155. 192 


9.917 


ATOM 993 


CE1 


TYR A 


71 


155.496 


8.168 


ATOM 994 


CE2 


TYR A 


71 


155.334 


10.406 


ATOM 995 


CZ 


TYR A 


71 


155.486 


9.528 


ATOM 996 


OH 


TYR A 


71 


155. 628 


10.012 


ATOM 997 


H 


TYR A 


71 


157.456 


6.783 


ATOM 998 


HA 


TYR A 


71 


156.339 


9.476 


ATOM 999 


1HB 


TYR A 


71 


154.983 


6.943 


ATOM 1000 


2HB 


TYR A 


71 


154.116 


8.405 


ATOM 1001 


HD1 


TYR A 


71 


155.360 


6.621 



2.921 1.00 0.00 
3.851 1.00 0.00 
4.300 1.00 0.00 
5.551 1.00 0.00 
5.600 1.00 0.00 
6.361 1.00 0.00 
7.506 1.00 0.00 
6.741 1.00 0.00 
8.048 1.00 0.00 
8.857 1.00 0.00 
7.805 1.00 0.00 
8.720 1.00 0.00 
3.799 1.00 0.00 
4.220 1.00 0.00 
5.657 1.00 0.00 
6.447 1.00 0.00 
3.287 1.00 0.00 
1.879 1.00 0.00 
0.804 1.00 0.00 
1.628 1.00 0.00 
-0.485 1.00 0.00 
0.343 1.00 0.00 
-0.709 1.00 0.00 
-1.989 1.00 0.00 
3.735 1.00 0.00 
4.167 1.00 0.00 
3.229 1.00 0.00 
3.687 1.00 0.00 
0.982 1.00 0.00 



2003-3083148 



S&WL 2002-236129 



? : 236/ 



ATOM 1002 HD2 TYR A 

ATOM 1003 HE1 TYR A 

ATOM 1004 HE2 TYR A 

ATOM 1005 HH TYR A 

ATOM 1006 N PHE A 

ATOM 1007 CA PHE A 

ATOM 1008 C PHE A 

ATOM 1009 0 PHE A 

ATOM 1010 CB PHE A 

ATOM 1011 CG PHE A 

ATOM 1012 CD1 PHE A 

ATOM 1013 CD2 PHE A 

ATOM 1014 CE1 PHE A 

ATOM 1015 CE2 PHE A 

ATOM 1016 CZ PHE A 

ATOM 1017 H PHE A 

ATOM 1018 HA PHE A 

ATOM 1019 1HB PHE A 

ATOM 1020 2HB PHE A 

ATOM 1021 HD1 PHE A 

ATOM 1022 HD2 PHE A 

ATOM 1023 HE1 PHE A 

ATOM 1024 HE2 PHE A 
ATOM 1025 HZ PHE A 
ATOM 1026 N THR A 
ATOM 1027 CA THR A 
ATOM 1028 C THR A 
ATOM 1029 0 THR A 
ATOM 1030 CB THR A 



71 155.073 
71 155.615 
71 155.326 

71 154.788 

72 156.013 
72 155.716 
72 156.781 
72 157.740 
72 154.339 
72 154.122 
72 154.270 
72 153.771 
72 154.071 
72 153.570 
72 153.720 
72 156.346 
72 155.710 
72 154.223 
72 153.578 
72 154.543 
72 153.653 
72 154.190 
72 153.297 

72 153.564 

73 156.605 
73 157.551 
73 156.871 
73 156.113 
73 158.162 



10.603 2.454 1.00 0.00 

7.480 -1.308 1.00 0.00 

11.472 0.168 1.00 0.00 

10.360 -2.295 1.00 0.00 

6.757 5.987 1.00 0.00 

6.268 7.329 1.00 0.00 

5.282 7.797 1.00 0.00 

5.001 7.079 1.00 0.00 

5.603 7.358 1.00 0.00 

4.623 6.241 1.00 0.00 

3.261 6.457 1.00 0.00 

5.062 4.974 1.00 0.00 

2.357 5.431 1.00 0.00 

4.163 3.944 1.00 0.00 

2.809 4.173 1.00 0.00 

6.129 5.313 1.00 0.00 

7.117 7.997 1.00 0.00 

5.072 8.291 1.00 0.00 

6.365 7.285 1.00 0.00 

2.908 7.440 1.00 0.00 

6.120 4.795 1.00 0.00 

1.300 5.612 1.00 0.00 

4.519 2.962 1.00 0.00 

2.104 3.370 1.00 0.00 

4.760 9.007 1.00 0.00 

3.805 9.573 1.00 0.00 

2.469 9.856 1.00 0.00 

2.338 10.817 1.00 0.00 

4.361 10.860 1.00 0.00 



ttJfE# 2003-3083148 



mU 2002-236129 



: 237/ 



ATOM 1031 


0G1 


THR A 


ATOM 1032 


CG2 


THR A 


ATOM 1033 


H 


THR A 


ATOM 1034 


HA 


THR A 


ATOM 1035 


HB 


THR A 


ATOM 1036 


HG1 


THR A 


ATOM 1037 


1HG2 


THR A 


ATOM 1038 


2HG2 THR A 


ATOM 1039 


3HG2 THR A 


ATOM 1040 


N 


CYS A 


ATOM 1041 


CA 


CYS A 


ATOM 1042 


C 


CYS A 


ATOM 1043 


0 


CYS A 


ATOM 1044 


CB 


CYS A 


ATOM 1045 


SG 


CYS A 


ATOM 1046 


H 


CYS A 


ATOM 1047 


HA 


CYS A 


ATOM 1048 


1HB 


CYS A 


ATOM 1049 


2HB 


CYS A 


ATOM 1050 


HG 


CYS A 


ATOM 1051 


N 


ALA A 


ATOM 1052 


CA 


ALA A 


ATOM 1053 


C 


ALA A 


ATOM 1054 


0 


ALA A 


ATOM 1055 


CB 


ALA A 


ATOM 1056 


H 


ALA A 


ATOM 1057 


HA 


ALA A 


ATOM 1058 


1HB 


ALA A 


ATOM 1059 


2HB 


ALA A 



73 157.244 5.211 

73 159.432 5.152 

73 155.821 5.023 

73 158.337 3.648 

73 158.401 3.539 

73 156.707 4.692 

73 159.457 5.998 

73 159.456 5.500 

73 160.288 4.521 

74 157.149 1.479 
74 156.565 0.153 
74 157.648 -0.922 
74 158.817 -0.639 
74 155.556 -0.121 
74 153.872 0.415 
74 157.762 1.645 
74 156.052 0.128 
74 155.871 0.396 
74 155.527 -1.183 

74 153.370 -0.356 

75 157.249 -2.157 
75 158.185 -3.274 
75 158.860 -3.461 
75 158.563 -2.747 
75 157.469 -4.549 
75 156.303 -2.320 
75 158.940 -3.054 
75 156.425 -4.479 
75 157.562 -4.681 



11.525 1.00 0.00 
10.626 1.00 0.00 
9.533 1.00 0.00 
8.850 1.00 0.00 
11.518 1.00 0.00 
12.128 1.00 0.00 
11. 296 1.00 0.00 

9.604 1.00 0.00 
10.812 1.00 0.00 

9.013 1.00 0.00 

9.173 1.00 0.00 

9.171 1.00 0.00 

8.913 1.00 0.00 

8.056 1.00 0.00 

8.436 1.00 0.00 

8.266 1.00 0.00 
10.122 1.00 0.00 

7.162 1.00 0.00 

7.860 1.00 0.00 

8.709 1.00 0.00 

9.460 1.00 0.00 

9.491 1.00 0.00 

8.137 1.00 0.00 

7.180 1.00 0.00 

9.908 1.00 0.00 

9.657 1.00 0.00 
10.232 1.00 0.00 

9.643 1.00 0.00 
10.976 1.00 0.00 

ftmm 2003-3083148 



mm 2 o o 2 



-236129 



ATOM 1060 
ATOM 1061 
ATOM 1062 
ATOM 1063 
ATOM 1064 
ATOM 1065 
ATOM 1066 
ATOM 1067 
ATOM 1068 
ATOM 1069 
ATOM 1070 
ATOM 1071 
ATOM 1072 
ATOM 1073 
ATOM 1074 
ATOM 1075 
ATOM 1076 
ATOM 1077 
ATOM 1078 
ATOM 1079 
ATOM 1080 
ATOM 1081 
ATOM 1082 
ATOM 1083 
ATOM 1084 
ATOM 1085 
ATOM 1086 
ATOM 1087 
ATOM 1088 



3HB 


ALA A 


75 


N 


LEU A 


76 


CA 


LEU A 


76 


C 


LEU A 


76 


0 


LEU A 


76 


CB 


LEU A 


76 


CG 


LEU A 


76 


CD1 


LEU A 


76 


CD2 


LEU A 


76 


H 


LEU A 


76 


HA 


LEU A 


76 


1KB 


LEU A 


76 


2HB 


LEU A 


76 


HG 


LEU A 


76 


1HD1 


LEU A 


76 


2HD1 


LEU A 


76 


3HD1 


LEU A 


76 


1HD2 


LEU A 


76 


2HD2 


LEU A 


76 


3HD2 


LEU A 


76 


N 


LYS A 


77 


CA 


LYS A 


77 


C 


LYS A 


77 


0 


LYS A 


77 


CB 


LYS A 


77 


CG 


LYS A 


77 


CD 


LYS A 


77 


CE 


LYS A 


77 


NZ 


LYS A 


77 



157.913 -5.393 

159.770 -4.427 

160.488 -4.709 

159.705 -5.684 

159. 141 -6. 660 

161.873 -5.281 

162.966 -4.238 

164.095 -4.830 

163.495 -3.708 

159.964 -4.963 

160. 604 -3. 778 

161.795 -5.901 

162. 176 -5. 901 

162.547 -3.408 

164. 504 -4. 068 

164.869 -5.199 

163. 713 -5. 643 

163.973 -2.752 

162.676 -3.589 

164.213 -4.406 

159.676 -5.413 

158.962 -6.266 

157.473 -6.313 

156.840 -7.365 

159.546 -7.681 

161.022 -7.735 

161.222 -7.948 

162.466 -7.232 

163.176 -8.018 



9.401 1.00 0.00 
8.064 1.00 0.00 
6.827 1.00 0.00 
5.953 1.00 0.00 
6.447 1.00 0.00 
7.135 1.00 0.00 
7.375 1.00 0.00 
8.205 1.00 0.00 
6.051 1.00 0.00 
8.862 1.00 0.00 
6.292 1.00 0.00 
8.016 1.00 0.00 
6.305 1.00 0.00 
7.926 1.00 0.00 
8.851 1.00 0.00 
7.548 1.00 0.00 
8.803 1.00 0.00 
6.212 1.00 0.00 
5.357 1.00 0.00 
5.645 1.00 0.00 
4.652 1.00 0.00 
3.709 1.00 0.00 
4.036 1.00 0.00 
3.949 1.00 0.00 
3.727 1.00 0.00 
3.366 1.00 0.00 
1.874 1.00 0.00 
1.372 1.00 0.00 
0.325 1.00 0.00 



2002-236129 



239/ 



ATOM 1089 


H 


LYS A 


ATOM 1090 


HA 


LYS A 


ATOM 1091 


1HB 


LYS A 


ATOM 1092 


2HB 


LYS A 


ATOM 1093 


1HG 


LYS A 


ATOM 1094 


2HG 


LYS A 


ATOM 1095 


1HD 


LYS A 


ATOM 1096 


2HD 


LYS A 


ATOM 1097 


1HE 


LYS A 


ATOM 1098 


2HE 


LYS A 


ATOM 1099 


1HZ 


LYS A 


ATOM 1100 


2HZ 


LYS A 


ATOM 1101 


3HZ 


LYS A 


ATOM 1102 


N 


LYS A 


ATOM 1103 


CA 


LYS A 


ATOM 1104 


C 


LYS A 


ATOM 1105 


0 


LYS A 


ATOM 1106 


CB 


LYS A 


ATOM 1107 


CG 


LYS A 


ATOM 1108 


CD 


LYS A 


ATOM 1109 


CE 


LYS A 


ATOM 1110 


NZ 


LYS A 


ATOM 1111 


H 


LYS A 


ATOM 1112 


HA 


LYS A 


ATOM 1113 


1HB 


LYS A 


ATOM 1114 


2HB 


LYS A 


ATOM 1115 


1HG 


LYS A 


ATOM 1116 


2HG 


LYS A 


ATOM 1117 


1HD 


LYS A 



77 160.145 -4.620 
77 159.089 -5.848 
77 159.425 -8.095 
77 159.002 -8.292 
77 161.487 -6.804 
77 161.484 -8.552 
77 161.325 -9.005 
77 160.360 -7.566 
77 162.174 -6.278 
77 163.133 -7.070 
77 162.881 -7.702 
77 162.953 -9.029 

77 164.204 -7.890 

78 156.919 -5.165 
78 155.503 -5.075 
78 154.937 -3.711 
78 154.084 -3.163 
78 155.299 -5.322 
78 155.835 -6.663 
78 155.588 -6.870 
78 154.371 -7.748 
78 153.592 -7.299 
78 157.475 -4.359 
78 154.980 -5.838 
78 155.801 -4.543 
78 154.242 -5.284 
78 155.342 -7.451 
78 156.898 -6.702 
78 156.454 -7.342 



4.319 1.00 0.00 
2.722 1.00 0.00 
4.717 1.00 0.00 
3.022 1.00 0.00 
3.653 1.00 0.00 
3.902 1.00 0.00 
1.681 1.00 0.00 
1.347 1.00 0.00 
0.956 1.00 0.00 
2.205 1.00 0.00 
-0.620 1.00 0.00 
0.426 1.00 0.00 
0.418 1.00 0.00 
4.412 1.00 0.00 
4.751 1.00 0.00 
4.366 1.00 0.00 

5.064 1.00 0.00 

6.246 1.00 0.00 

6.719 1.00 0.00 

8.205 1.00 0.00 

8.450 1.00 0.00 

9.636 1.00 0.00 

4.462 1.00 0.00 

4.193 1.00 0.00 

6.800 1.00 0.00 

6.464 1.00 0.00 

6.169 1.00 0.00 

6.531 1.00 0.00 

8.641 1.00 0.00 

ffifiE# 2003-3083148 



mm 2002 



-236129 



^-v>: 240/ 



ATOM 1118 
ATOM 1119 
ATOM 1120 
ATOM 1121 
ATOM 1122 
ATOM 1123 
ATOM 1124 
ATOM 1125 
ATOM 1126 
ATOM 1127 
ATOM 1128 
ATOM 1129 
ATOM 1130 
ATOM 1131 
ATOM 1132 
ATOM 1133 
ATOM 1134 
ATOM 1135 
ATOM 1136 
ATOM 1137 
ATOM 1138 
ATOM 1139 
ATOM 1140 
ATOM 1141 
ATOM 1142 
ATOM 1143 
ATOM 1144 
ATOM 1145 
ATOM 1146 



2HD 


LYS A 


78 


1HE 


LYS A 


78 


2HE 


LYS A 


78 


1HZ 


LYS A 


78 


2HZ 


LYS A 


78 


3HZ 


LYS A 


78 


N 


ALA A 


79 


CA 


ALA A 


79 


C 


ALA A 


79 


0 


ALA A 


79 


CB 


ALA A 


79 


H 


ALA A 


79 


HA 


ALA A 


79 


1HB 


ALA A 


79 


2HB 


ALA A 


79 


3HB 


ALA A 


79 


N 


LEU A 


80 


CA 


LEU A 


80 


C 


LEU A 


80 


0 


LEU A 


80 


CB 


LEU A 


80 


CG 


LEU A 


80 


CD1 


LEU A 


80 


CD2 


LEU A 


80 


H 


LEU A 


80 


HA 


LEU A 


80 


1HB 


LEU A 


80 


2HB 


LEU A 


80 


HG 


LEU A 


80 



155.426 -5.908 

153.736 -7.712 

154. 703 -8. 764 

154.204 -6.763 

153.207 -8.121 

152.803 -6.691 

155.417 -3.170 

154.959 -1.871 

154.768 -1.878 

155.729 -1.743 

155.942 -0.784 

156.096 -3.655 

154.010 -1.659 

155.400 0.113 

156.607 -0.573 

156.519 -1.117 

153.522 -2.038 

153.204 -2.063 

152.375 -0.846 

151.319 -0.587 

152.448 -3.345 

152.015 -3.461 

153. 127 -4. 072 

150.742 -4.287 

152.798 -2.140 

154. 135 -2. 042 

153. 083 -4. 188 

151. 565 -3. 399 

151.811 -2.473 



8.669 1.00 0.00 
7.578 1.00 0.00 
8.611 1.00 0.00 
10.284 1.00 0.00 
10.144 1.00 0.00 
9.336 1.00 0.00 
3.252 1.00 0.00 
2.774 1.00 0.00 
1.261 1.00 0.00 
0.504 1.00 0.00 
3.179 1.00 0.00 
2.738 1.00 0.00 
3.246 1.00 0.00 
3.442 1.00 0.00 
2.354 1.00 0.00 
4.028 1.00 0.00 
0.829 1.00 0.00 
-0.595 1.00 0.00 
-0.989 1.00 0.00 
-0.410 1.00 0.00 
-0.947 1.00 0.00 
-2.409 1.00 0.00 
-3.247 1.00 0.00 
-2.524 1.00 0.00 
1.481 1.00 0.00 
-1.143 1.00 0.00 
-0.712 1.00 0.00 
-0.328 1.00 0.00 
-2.795 1.00 0.00 



ffi§E# 2003-3083148 



#0 2 0 0 2 



-236129 



^-v: 241/ 



ATOM 1147 


1HD1 LEU A 


80 153.127 


-3. 621 


ATOM 1148 


2HD1 LEU A 


80 152.964 


-5. 136 


ATOM 1149 


3HD1 LEU A 


80 


154. 078 


-3. 894 


ATOM 1150 


1HD2 LEU A 


80 


150. 387 


-4. 261 


ATOM 1151 


2HD2 LEU A 


80 149.988 


-3. 878 


ATOM 1152 


3HD2 LEU A 


80 150.950 


-5. 308 


ATOM 1153 


N 


PHE A 


81 


152. 859 


-0. 100 


ATOM 1154 


CA 


PHE A 


81 


152. 162 


1.091 


ATOM 1155 


C 


PHE A 


81 


151.323 


0. 776 


ATOM 1156 


0 


PHE A 


81 


151.796 


0. 136 


ATOM 1157 


CB 


PHE A 


81 


153. 164 


2.201 


ATOM 1158 


CG 


PHE A 


81 


153. 781 


2.823 


ATOM 1159 


CD1 


PHE A 


81 


154.882 


2. 242 


ATOM 1160 


CD2 


PHE A 


81 


153.260 


3.988 


ATOM 1161 


CE1 


PHE A 


81 


155.453 


2.812 


ATOM 1162 


CE2 


PHE A 


81 


153.826 


4.563 


ATOM 1163 


CZ 


PHE A 


81 


154.924 


3.973 


ATOM 1164 


H 


PHE A 


81 


153.705 


-0. 357 


ATOM 1165 


HA 


PHE A 


81 


151.507 


1.426 


ATOM 1166 


1HB 


PHE A 


81 


153.961 


1.794 


ATOM 1167 


2HB 


PHE A 


81 


152.662 


2.981 


ATOM 1168 


HD1 


PHE A 


81 


155.297 


1.334 


ATOM 1169 


HD2 


PHE A 


81 


152.401 


4.449 


ATOM 1170 


HE1 


PHE A 


81 


156.311 


2.349 


ATOM 1171 


HE2 


PHE A 


81 


153.410 


5.471 


ATOM 1172 


HZ 


PHE A 


81 


155.368 


4.421 


ATOM 1173 


N 


VAL A 


82 


150. 074 


1.230 


ATOM 1174 


CA 


VAL A 


82 149.168 


0.997 


ATOM 1175 


C 


VAL A 


82 148.207 


2.167 



-4.229 1.00 0.00 
-3.340 1.00 0.00 
-2.769 1.00 0.00 
-3.543 1.00 0.00 
-1.868 1.00 0.00 
-2.240 1.00 0.00 
-1.976 1.00 0.00 
-2.449 1.00 0.00 
-3.683 1.00 0.00 
-4.621 1.00 0.00 
-2.768 1.00 0.00 
-1.548 1.00 0.00 
-0.940 1.00 0.00 
-1.009 1.00 0.00 
0.182 1.00 0.00 
0.113 1.00 0.00 
0.710 1.00 0.00 
-2.399 1.00 0.00 
-1.658 1.00 0.00 
-3.372 1.00 0.00 
-3.323 1.00 0.00 
-1.352 1.00 0.00 
-1.475 1.00 0.00 
0.646 1.00 0.00 
0.523 1.00 0.00 
1.586 1.00 0.00 
-3.674 1.00 0.00 
-4.793 1.00 0.00 
-4.975 1.00 0.00 



HiliE# 2003-3083148 



#0 2 0 0 2 



-236129 



242/ 



ATOM 1176 
ATOM 1177 
ATOM 1178 
ATOM 1179 
ATOM 1180 
ATOM 1181 
ATOM 1182 
ATOM 1183 
ATOM 1184 
ATOM 1185 
ATOM 1186 
ATOM 1187 
ATOM 1188 
ATOM 1189 
ATOM 1190 
ATOM 1191 
ATOM 1192 
ATOM 1193 
ATOM 1194 
ATOM 1195 
ATOM 1196 
ATOM 1197 
ATOM 1198 
ATOM 1199 
ATOM 1200 
ATOM 1201 
ATOM 1202 
ATOM 1203 
ATOM 1204 



0 


VAL A 


82 


CB 


VAL A 


82 


CGI 


VAL A 


82 


CG2 


VAL A 


82 


H 


VAL A 


82 


HA 


VAL A 


82 


HB 


VAL A 


82 


1HG1 


VAL A 


82 


2HG1 


VAL A 


82 


3HG1 


VAL A 


82 


1HG2 


VAL A 


82 


2HG2 


VAL A 


82 


3HG2 


VAL A 


82 


N 


LYS A 


83 


CA 


LYS A 


83 


C 


LYS A 


83 


0 


LYS A 


83 


CB 


LYS A 


83 


CG 


LYS A 


83 


CD 


LYS A 


83 


CE 


LYS A 


83 


NZ 


LYS A 


83 


H 


LYS A 


83 


HA 


LYS A 


83 


1HB 


LYS A 


83 


2HB 


LYS A 


83 


1HG 


LYS A 


83 


2HG 


LYS A 


83 


1HD 


LYS A 


83 



148.090 3.029 
148.354 -0.295 
149.264 -1.512 

147.570 -0.241 
149.753 1.734 
149.764 0.890 
147.648 -0.379 
150.134 -1.294 
148.732 -2.349 
149.574 -1.758 
147.581 -1.214 
146.551 0.050 
148.025 0.482 
147.522 2.190 

146.571 3.255 
145.380 3.204 
144.707 2.180 

146.091 3.145 
147.213 3.230 
146.736 2.827 
147.304 3.741 
147.522 3.022 
147.660 1.475 
147.079 4.199 
145. 586 2. 200 
145.393 3.945 
147. 577 4. 246 
148.012 2.569 
147.055 1.814 



-4.105 1.00 0.00 
-4.597 1.00 0.00 
-4.631 1.00 0.00 
-3.294 1.00 0.00 
-2.896 1.00 0.00 
-5.687 1.00 0.00 
-5.412 1.00 0.00 
-5.233 1.00 0.00 
-5.058 1.00 0.00 
-3.626 1.00 0.00 
-2.825 1.00 0.00 
-3.498 1.00 0.00 
-2.631 1.00 0.00 
-6.114 1.00 0.00 
-6.413 1.00 0.00 
-5.464 1.00 0.00 
-5.348 1.00 0.00 
-7.860 1.00 0.00 
-8.882 1.00 0.00 
-10.268 1.00 0.00 
-11.341 1.00 0.00 
-12.627 1.00 0.00 
-6.769 1.00 0.00 
-6.281 1.00 0.00 
-7.989 1.00 0.00 
-8.058 1.00 0.00 
-8.918 1.00 0.00 
-8.579 1.00 0.00 
-10.467 1.00 0.00 



ffiSE# 2003-3083148 



mm 2002-236129 



^-v: 243/ 



ATOM 1205 
ATOM 1206 
ATOM 1207 
ATOM 1208 
ATOM 1209 
ATOM 1210 
ATOM 1211 
ATOM 1212 
ATOM 1213 
ATOM 1214 
ATOM 1215 
ATOM 1216 
ATOM 1217 
ATOM 1218 
ATOM 1219 
ATOM 1220 
ATOM 1221 
ATOM 1222 
ATOM 1223 
ATOM 1224 
ATOM 1225 
ATOM 1226 
ATOM 1227 
ATOM 1228 
ATOM 1229 
ATOM 1230 
ATOM 1231 
ATOM 1232 
ATOM 1233 



0 
CB 



2HD LYS A 
1HE LYS A 
2HE LYS A 
1HZ LYS A 
2HZ LYS A 
3HZ LYS A 
N LEU A 
CA LEU A 
C LEU A 
LEU A 
LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N LYS A 
CA LYS A 
C LYS A 
0 LYS A 



83 145.658 
83 146.613 
83 148.247 
83 148.420 
83 147.557 

83 146.746 

84 145.125 
84 144.015 
84 142.685 
84 141.743 
84 143.997 
84 142.811 
84 142.917 
84 142.737 
84 145.698 
84 144.162 
84 144.908 
84 143.984 
84 141.896 
84 143.435 
84 143.465 
84 141.927 
84 141.795 
84 142.815 

84 143.549 

85 142.616 
85 141.401 
85 141.072 
85 139.912 



2.878 -10.297 1.00 0.00 
4.554 -11.507 1.00 0.00 
4.137 -10.995 1.00 0.00 
2.497 -12.595 1.00 0.00 
3.699 -13.414 1.00 0.00 
2.349 -12.796 1.00 0.00 
4.318 -4.788 1.00 0.00 
4.410 -3.849 1.00 0.00 
4.149 -4.549 1.00 0.00 
3.636 -3.944 1.00 0.00 
5.791 -3.189 1.00 0.00 
6.051 -2.258 1.00 0.00 
5.194 -1.006 1.00 0.00 
7.526 -1.891 1.00 0.00 
5.101 -4.926 1.00 0.00 
3.659 -3.087 1.00 0.00 
5.907 -2.620 1.00 0.00 
6.537 -3.969 1.00 0.00 
5.786 -2.767 1.00 0.00 
5.745 -0.236 1.00 0.00 
4.291 -1.234 1.00 0.00 
4.936 -0.662 1.00 0.00 
7.729 -1.404 1.00 0.00 
8.124 -2.787 1.00 0.00 
7.772 -1.222 1.00 0.00 
4.505 -5.827 1.00 0.00 
4.310 -6.611 1.00 0.00 
2.826 -6.754 1.00 0.00 
2.453 -6.932 1.00 0.00 



{±JliE# 2003-3083148 



!$m 2002-236129 



^-v: 244/ 



ATOM 1234 
ATOM 1235 
ATOM 1236 
ATOM 1237 
ATOM 1238 
ATOM 1239 
ATOM 1240 
ATOM 1241 
ATOM 1242 
ATOM 1243 
ATOM 1244 
ATOM 1245 
ATOM 1246 
ATOM 1247 
ATOM 1248 
ATOM 1249 
ATOM 1250 
ATOM 1251 
ATOM 1252 
ATOM 1253 
ATOM 1254 
ATOM 1255 
ATOM 1256 
ATOM 1257 
ATOM 1258 
ATOM 1259 
ATOM 1260 
ATOM 1261 
ATOM 1262 



CB 


LYS A 


CG 


LYS A 


CD 


LYS A 


CE 


LYS A 


NZ 


LYS A 


H 


LYS A 


HA 


LYS A 


1HB 


LYS A 


2HB 


LYS A 


1HG 


LYS A 


2HG 


LYS A 


1HD 


LYS A 


2HD 


LYS A 


1HE 


LYS A 


2HE 


LYS A 


1HZ 


LYS A 


2HZ 


LYS A 


3HZ 


LYS A 


N 


SER A 


CA 


SER A 


C 


SER A 


0 


SER A 


CB 


SER A 


OG 


SER A 


H 


SER A 


HA 


SER A 


1HB 


SER A 


2HB 


SER A 


HG 


SER A 



85 141.555 
85 142.656 
85 143.327 
85 142.637 
85 141.191 
85 143.400 
85 140.590 
85 140.622 
85 141.779 
85 143.397 
85 142.226 
85 143.284 
85 144.358 
85 143.117 
85 142.741 
85 140.781 
85 141.065 

85 140.683 

86 142.098 
86 141.913 
86 141.835 
86 142.239 
86 143.057 
86 143.348 
86 143.000 
86 140.984 
86 143.942 
86 142.778 
86 144.296 



4.944 -7.994 1.00 0.00 
4.315 -8.833 1.00 0.00 
5.341 -9.732 1.00 0.00 
5.432 -11.083 1.00 0.00 
5.755 -10.950 1.00 0.00 
4.910 -6.254 1.00 0.00 
4.797 -6.091 1.00 0.00 
4.844 -8.529 1.00 0.00 
5.994 -7.874 1.00 0.00 
3.888 -8.175 1.00 0.00 
3.537 -9.447 1.00 0.00 
6.308 -9.252 1.00 0.00 
5.055 -9.881 1.00 0.00 
6.205 -11.666 1.00 0.00 
4.484 -11.590 1.00 0.00 
5.957 -11.884 1.00 0.00 
6.590 -10.342 1.00 0.00 
4.953 -10.526 1.00 0.00 
1.984 -6.674 1.00 0.00 
0.542 -6.794 1.00 0.00 
-0.115 -5.420 1.00 0.00 
-1.265 -5.247 1.00 0.00 
-0.073 -7.602 1.00 0.00 
0.704 -8.751 1.00 0.00 
2.340 -6.531 1.00 0.00 
0.370 -7.316 1.00 0.00 
-0.126 -6.986 1.00 0.00 
-1.068 -7.916 1.00 0.00 
0.706 -8.905 1.00 0.00 



ffiiE# 2003-3083148 



mm 2002-236129 



^-v : 245/ 



ATOM 1263 


N 


CYS A 


87 


141.311 


0.621 


-4.445 1.00 0.00 


ATOM 1264 


CA 


CYS A 


87 


141.180 


0. 107 


-3.086 1.00 0.00 


ATOM 1265 


C 


CYS A 


87 


139.712 


0.006 


-2.683 1.00 0.00 


ATOM 1266 


0 


CYS A 


87 


138.868 


0.749 


-3.182 1.00 0.00 


ATOM 1267 


CB 


CYS A 


87 


141.929 


1.008 


-2.104 1.00 0.00 


ATOM 1268 


SG 


CYS A 


87 143.720 


1.039 


-2.349 1.00 0.00 


ATOM 1269 


H 


CYS A 


87 


141.005 


1.530 


-4.642 1.00 0.00 


ATOM 1270 


HA 


CYS A 


87 


141.616 


-0.880 


-3.061 1.00 0.00 


ATOM 1271 


1HB 


CYS A 


87 


141.568 


2.020 


-2.207 1.00 0.00 


ATOM 1272 


2HB 


CYS A 


87 


141.741 


0.665 


-1.096 1.00 0.00 


ATOM 1273 


HG 


CYS A 


87 


144. 138 


0.829 


-1.511 1.00 0.00 


ATOM 1274 


N 


ARG A 


88 


139.416 


-0.921 


-1.777 1.00 0.00 


ATOM 1275 


CA 


ARG A 


88 


138. 050 


-1.121 


-1.307 1.00 0.00 


ATOM 1276 


C 


ARG A 


88 


138. 005 


-1.203 


0.219 1.00 0.00 


ATOM 1277 


0 


ARG A 


88 


138. 924 


-1. 729 


0.846 1.00 0.00 


ATOM 1278 


CB 


ARG A 


88 


137. 458 


-2.394 


-1.918 1.00 0.00 


ATOM 1279 


CG 


ARG A 


88 


136. 431 


-2. 125 


-3.009 1.00 0.00 


ATOM 1280 


CD 


ARG A 


88 


135. 076 


-2. 726 


-2.667 1.00 0.00 


ATOM 1281 


NE 


ARG A 


88 


134. 097 


-1.701 


-2.312 1.00 0.00 


ATOM 1282 


CZ 


ARG A 


88 


133. 646 


-0. 781 


-3.162 1.00 0.00 


ATOM 1283 


NH1 


ARG A 


88 


134.084 


-0. 752 


-4.414 1.00 0.00 


ATOM 1284 


NH2 


ARG A 


88 


132. 754 


0.114 


-2.758 1.00 0.00 


ATOM 1285 


H 


ARG A 


88 


140. 132 


-1.484 


-1.416 1.00 0.00 


ATOM 1286 


HA 


ARG A 


88 


137.463 


-0.273 


-1.627 1.00 0.00 


ATOM 1287 


1HB 


ARG A 


88 


138. 260 


-2. 978 


-2.346 1.00 0.00 


ATOM 1288 


2HB 


ARG A 


88 


136. 983 


-2. 969 


-1.138 1.00 0.00 


ATOM 1289 


1HG 


ARG A 


88 


136. 320 


-1. 057 


-3.128 1.00 0.00 


ATOM 1290 


2HG 


ARG A 


88 


136.784 


-2. 557 


-3.934 1.00 0.00 


ATOM 1291 


1HD 


ARG A 


88 


134.714 


-3. 274 


-3.524 1.00 0.00 



tBliE# 2003-3083148 



#H 2002-236129 



246/ 



ATOM 1292 


2HD 


ARG A 


88 135.195 


ATOM 1293 


HE 


ARG A 


88 133.756 


ATOM 1294 


1HH1 


ARG A 


88 134.757 


ATOM 1295 


2HH1 


ARG A 


88 133.742 


ATOM 1296 


1HH2 


ARG A 


88 132.420 


ATOM 1297 


2HH2 


ARG A 


88 132.416 


ATOM 1298 


N 


PRO A 


89 136.930 


ATOM 1299 


CA 


PRO A 


89 136.774 


ATOM 1300 


C 


PRO A 


89 136.931 


ATOM 1301 


0 


PRO A 


89 136.144 


ATOM 1302 


CB 


PRO A 


89 135.347 


ATOM 1303 


CG 


PRO A 


89 135.044 


ATOM 1304 


CD 


PRO A 


89 135.786 


ATOM 1305 


HA 


PRO A 


89 137.475 


ATOM 1306 


1HB 


PRO A 


89 134.675 


ATOM 1307 


2HB 


PRO A 


89 135.308 


ATOM 1308 


1HG 


PRO A 


89 133.981 


ATOM 1309 


2HG 


PRO A 


89 135.391 


ATOM 1310 


1HD 


PRO A 


89 135.160 


ATOM 1311 


2HD 


PRO A 


89 136.122 


ATOM 1312 


N 


ASP A 


90 137.951 


ATOM 1313 


CA 


ASP A 


90 138.210 


ATOM 1314 


C 


ASP A 


90 137.750 


ATOM 1315 


0 


ASP A 


90 138.340 


ATOM 1316 


CB 


ASP A 


90 139.699 


ATOM 1317 


CG 


ASP A 


90 139.952 


ATOM 1318 


0D1 


ASP A 


90 140.458 


ATOM 1319 


0D2 


ASP A 


90 139.643 


ATOM 1320 


H 


ASP A 


90 138.543 



-3.401 -1.832 1.00 0.00 
-1.699 -1.393 1.00 0.00 
-1.424 -4.726 1.00 0.00 
-0.058 -5.047 1.00 0.00 
0.097 -1.815 1.00 0.00 
0.806 -3.395 1.00 0.00 
-0.683 0.838 1.00 0.00 
-0.703 2.296 1.00 0.00 
-2.105 2.875 1.00 0.00 
-3.003 2.574 1.00 0.00 
-0.195 2.512 1.00 0.00 
0.615 1.300 1.00 0.00 
-0.038 0.168 1.00 0.00 
-0.037 2.777 1.00 0.00 
-1.035 2.605 1.00 0.00 
0.406 3.408 1.00 0.00 
0.605 1.108 1.00 0.00 
1.628 1.439 1.00 0.00 
-0.772 -0.319 1.00 0.00 
0.703 -0.541 1.00 0.00 
-2.286 3.707 1.00 0.00 
-3.579 4.329 1.00 0.00 
-3.586 5.783 1.00 0.00 
-2.918 6.633 1.00 0.00 
-3.915 4.251 1.00 0.00 
-5.409 4.179 1.00 0.00 
-5.974 5.171 1.00 0.00 
-6.013 3.131 1.00 0.00 
-1.532 3.909 1.00 0.00 



ffiliE# 2003-3083148 



2 002-236129 



^- : 247/ 



ATOM 1321 


HA 


ASP A 


90 


137.652 


-4. 326 


ATOM 1322 


1HB 


ASP A 


90 


140. 121 


-3.455 


ATOM 1323 


2HB 


ASP A 


90 


140. 195 


-3.527 


ATOM 1324 


N 


SER A 


91 


136.697 


-4. 345 


ATOM 1325 


CA 


SER A 


91 


136. 163 


-4.439 


ATOM 1326 


C 


SER A 


91 


136.405 


-5. 826 


ATOM 1327 


0 


SER A 


91 


135. 654 


-6. 286 


ATOM 1328 


CB 


SER A 


91 


134.664 


-4. 130 


ATOM 1329 


OG 


SER A 


91 


134. 264 


-3. 549 


ATOM 1330 


H 


SER A 


91 


136.270 


-4.856 


ATOM 1331 


HA 


SER A 


91 


136. 672 


-3.708 


ATOM 1332 


1HB 


SER A 


91 


134.440 


-3.440 


ATOM 1333 


2HB 


SER A 


91 


134.111 


-5.046 


ATOM 1334 


HG 


SER A 


91 


134. 508 


-2.620 


ATOM 1335 


N 


ARG A 


92 


137.459 


-6.487 


ATOM 1336 


CA 


ARG A 


92 


137.799 


-7.821 


ATOM 1337 


C 


ARG A 


92 


138. 193 


-7.782 


ATOM 1338 


0 


ARG A 


92 


137.991 


-8. 751 


ATOM 1339 


CB 


ARG A 


92 


138.940 


-8.410 


ATOM 1340 


CG 


ARG A 


92 


138.468 


-9. 193 


ATOM 1341 


CD 


ARG A 


92 138.300 


-8.294 


ATOM 1342 


NE 


ARG A 


92 


136.945 


-8.354 


ATOM 1343 


CZ 


ARG A 


92 


136.620 


-7.964 


ATOM 1344 


NH1 


ARG A 


92 


137. 549 


-7.484 


ATOM 1345 


NH2 


ARG A 


92 


135.364 


-8.053 


ATOM 1346 


H 


ARG A 


92 


138. 021 


-6.068 


ATOM 1347 


HA 


ARG A 


92 


136. 925 


-8.445 


ATOM 1348 


1HB 


ARG A 


92 139.575 


-7.605 


ATOM 1349 


2HB 


ARG A 


92 


139. 520 


-9.073 



3.784 1.00 0.00 
3.370 1.00 0.00 
5.128 1.00 0.00 
6.063 1.00 0.00 
7.417 1.00 0.00 
8.004 1.00 0.00 
8.864 1.00 0.00 
7.419 1.00 0.00 
8.648 1.00 0.00 
5.344 1.00 0.00 
8.027 1.00 0.00 
6.619 1.00 0.00 
7.272 1.00 0.00 
8.658 1.00 0.00 
7.536 1.00 0.00 
8.017 1.00 0.00 
9.490 1.00 0.00 
10.223 1.00 0.00 
7.187 1.00 0.00 
5.972 1.00 0.00 
4.757 1.00 0.00 
4.214 1.00 0.00 
2.984 1.00 0.00 
2.165 1.00 0.00 
2.569 1.00 0.00 
6.851 1.00 0.00 
7.907 1.00 0.00 
6.845 1.00 0.00 
7.812 1.00 0.00 



ffifE# 2003-3083148 



mm 2002-236129 



248/ 



ATOM 1350 
ATOM 1351 
ATOM 1352 
ATOM 1353 
ATOM 1354 
ATOM 1355 
ATOM 1356 
ATOM 1357 
ATOM 1358 
ATOM 1359 
ATOM 1360 
ATOM 1361 
ATOM 1362 
ATOM 1363 
ATOM 1364 
ATOM 1365 
ATOM 1366 
ATOM 1367 
ATOM 1368 
ATOM 1369 
ATOM 1370 
ATOM 1371 
ATOM 1372 
ATOM 1373 
ATOM 1374 
ATOM 1375 
ATOM 1376 
ATOM 1377 
ATOM 1378 



1HG ARG A 
2HG ARG A 
1HD ARG A 
2HD ARG A 
HE ARG A 
1HH1 ARG A 
2HH1 ARG A 
1HH2 ARG A 
2HH2 ARG A 
N PHE A 
PHE A 



CA 
C 
0 



PHE A 
PHE A 

CB PHE A 

CG PHE A 

CD1 PHE A 

CD2 PHE A 

CE1 PHE A 

CE2 PHE A 

CZ PHE A 

H PHE A 

HA PHE A 

1HB PHE A 

2KB PHE A 

HD1 PHE A 

HD2 PHE A 

HE1 PHE A 

HE2 PHE A 

HZ PHE A 



92 139.195 
92 137.518 
92 138.517 
92 138.997 
92 136.240 
92 138.499 
92 137.299 
92 134.660 

92 135.120 

93 138.757 
93 139.180 
93 138.401 
93 138.910 
93 140.679 
93 141.523 
93 142.351 
93 141.487 
93 143.128 
93 142.262 
93 143.084 
93 138.892 
93 138.980 
93 140.872 
93 140.986 
93 142.386 
93 140.845 
93 143.770 
93 142.225 
93 143.690 



-9.958 5.744 1.00 0.00 

-9.654 6.201 1.00 0.00 

-7.276 5.043 1.00 0.00 

-8.609 3.994 1.00 0.00 

-8.704 4.798 1.00 0.00 

-7.414 2.472 1.00 0.00 

-7.193 1.242 1.00 0.00 

-8.414 3.182 1.00 0.00 

-7.759 1.646 1.00 0.00 

-6.657 9.917 1.00 0.00 

-6.492 11.304 1.00 0.00 

-5.369 11.982 1.00 0.00 

-4.705 12.885 1.00 0.00 

-6.198 11.369 1.00 0.00 

-7.226 10.669 1.00 0.00 

-8.069 11.393 1.00 0.00 

-7.347 9.290 1.00 0.00 

-9.015 10.752 1.00 0.00 

-8.291 8.643 1.00 0.00 

-9.127 9.375 1.00 0.00 

-5.919 9.286 1.00 0.00 

-7.417 11.823 1.00 0.00 

-5.241 10.908 1.00 0.00 

-6.162 12.404 1.00 0.00 

-7.983 12.469 1.00 0.00 

-6.695 8.717 1.00 0.00 

-9.667 11.326 1.00 0.00 

-8.376 7.567 1.00 0.00 

-9.865 8.873 1.00 0.00 



fcbfE# 2003-3083148 



#12 00 2 



-236129 



^-v: 249/ 



ATOM 1379 
ATOM 1380 
ATOM 1381 
ATOM 1382 
ATOM 1383 
ATOM 1384 
ATOM 1385 
ATOM 1386 
ATOM 1387 
ATOM 1388 
ATOM 1389 
ATOM 1390 
ATOM 1391 
ATOM 1392 
ATOM 1393 
ATOM 1394 
ATOM 1395 
ATOM 1396 
ATOM 1397 
ATOM 1398 
ATOM 1399 
ATOM 1400 
ATOM 1401 
ATOM 1402 
ATOM 1403 
ATOM 1404 
ATOM 1405 
ATOM 1406 
ATOM 1407 



N 


ALA A 


94 


CA 


ALA A 


94 


C 


ALA A 


94 


0 


ALA A 


94 


CB 


ALA A 


94 


H 


ALA A 


94 


HA 


ALA A 


94 


1KB 


ALA A 


94 


2HB 


ALA A 


94 


3HB 


ALA A 


94 


N 


SER A 


95 


CA 


SER A 


95 


C 


SER A 


95 


0 


SER A 


95 


CB 


SER A 


95 


OG 


SER A 


95 


H 


SER A 


95 


HA 


SER A 


95 


1HB 


SER A 


95 


2HB 


SER A 


95 


HG 


SER A 


95 


N 


LEU A 


96 


CA 


LEU A 


96 


C 


LEU A 


96 


0 


LEU A 


96 


CB 


LEU A 


96 


CG 


LEU A 


96 


CD1 


LEU A 


96 


CD2 


LEU A 


96 



137.162 -5.162 

136.315 -4.119 

136.137 -4.315 

135. 661 -5. 358 

134.964 -4.101 

136. 811 -5. 723 

136.796 -3.168 

134.900 -3.232 

134. 175 -4. 065 

134.856 -4.994 

136.521 -3.304 

136.403 -3.364 

134.940 -3.417 

134.056 -2.942 

137. 088 -2. 155 

138.479 -2.154 

136.892 -2.498 

136. 895 -4. 265 

136.657 -1.249 

136.943 -2.187 

138. 947 -2. 573 

134.689 -3.999 

133. 333 -4. 114 

132.453 -4.926 

131.929 -4.402 

132. 727 -2. 726 

131.527 -2.680 

131.490 -1.359 

130. 232 -2. 895 



11.543 1.00 0.00 
12.109 1.00 0.00 
13.612 1.00 0.00 
14.061 1.00 0.00 
11.410 1.00 0.00 
10.819 1.00 0.00 
11.936 1.00 0.00 
10.773 1.00 0.00 
12.147 1.00 0.00 
10.812 1.00 0.00 
14.385 1.00 0.00 
15.837 1.00 0.00 
16.263 1.00 0.00 
15.549 1.00 0.00 
16.476 1.00 0.00 
16.204 1.00 0.00 
13.968 1.00 0.00 
16.172 1.00 0.00 
16.081 1.00 0.00 
17.546 1.00 0.00 
16.930 1.00 0.00 
17.432 1.00 0.00 
17.954 1.00 0.00 
17.010 1.00 0.00 
16.027 1.00 0.00 
18.167 1.00 0.00 
19.115 1.00 0.00 
19.866 1.00 0.00 
18.344 1.00 0.00 
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ATOM 1408 H LEU A 96 135.436 -4.359 17.956 1.00 0.00 

ATOM 1409 HA LEU A 96 133.386 -4.624 18.904 1.00 0.00 

ATOM 1410 1HB LEU A 96 133.496 -2.077 18.5611.00 0.00 

ATOM 1411 2HB LEU A 96 132.413 -2.342 17.208 1.00 0.00 

ATOM 1412 HG LEU A 96 131.621 -3.475 19.840 1.00 0.00 

ATOM 1413 1HD1 LEU A 96 131.103 -0.587 19.218 1.00 0.00 

ATOM 1414 2HD1 LEU A 96 132.487 -1.097 20.183 1.00 0.00 

ATOM 1415 3HD1 LEU A 96 130.851 -1.456 20.732 1.00 0.00 

ATOM 1416 1HD2 LEU A 96 130.444 -3.422 17.426 1.00 0.00 

ATOM 1417 2HD2 LEU A 96 129.787 -1.938 18.116 1.00 0.00 

ATOM 1418 3HD2 LEU A 96 129.548 -3.477 18.945 1.00 0.00 

ATOM 1419 N GLN A 97 132.295 -6.211 17.314 1.00 0.00 

ATOM 1420 CA GLN A 97 131.478 -7.096 16.492 1.00 0.00 

ATOM 1421 C GLN A 97 130.853 -8.204 17.339 1.00 0.00 

ATOM 1422 0 GLN A 97 131.005 -9.388 17.040 1.00 0.00 

ATOM 1423 CB GLN A 97 132.321 -7.708 15.3711.00 0.00 

ATOM 1424 CG GLN A 97 131.511 -8.109 14.149 1.00 0.00 

ATOM 1425 CD GLN A 97 132.049 -9.356 13.476 1.00 0.00 

ATOM 1426 0E1 GLN A 97 132.386 -10.337 14.138 1.00 0.00 

ATOM 1427 NE2 GLN A 97 132.134 -9.323 12.1511.00 0.00 

ATOM 1428 H GLN A 97 132.738 -6.571 18.110 1.00 0.00 

ATOM 1429 HA GLN A 97 130.687 -6.506 16.055 1.00 0.00 

ATOM 1430 1HB GLN A 97 133.065 -6.987 15.0611.00 0.00 

ATOM 1431 2HB GLN A 97 132.821 -8.588 15.750 1.00 0.00 

ATOM 1432 1HG GLN A 97 130.492 -8.296 14.455 1.00 0.00 

ATOM 1433 2HG GLN A 97 131.530 -7.296 13.438 1.00 0.00 

ATOM 1434 1HE2 GLN A 97 131.847 -8.508 11.689 1.00 0.00 

ATOM 1435 2HE2 GLN A 97 132.478 -10.116 11.690 1.00 0.00 

ATOM 1436 N PROA 98 130.137 -7.830 18.413 1.00 0.00 
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ATOM 1437 
ATOM 1438 
ATOM 1439 
ATOM 1440 
ATOM 1441 
ATOM 1442 
ATOM 1443 
ATOM 1444 
ATOM 1445 
ATOM 1446 
ATOM 1447 
ATOM 1448 
ATOM 1449 
ATOM 1450 
ATOM 1451 
ATOM 1452 
ATOM 1453 
ATOM 1454 
ATOM 1455 
ATOM 1456 
ATOM 1457 
ATOM 1458 
ATOM 1459 
ATOM 1460 
ATOM 1461 
ATOM 1462 
ATOM 1463 
ATOM 1464 
ATOM 1465 



CA 


PRO A 


C 


PRO A 


0 


PRO A 


CB 


PRO A 


CG 


PRO A 


CD 


PRO A 


HA 


PRO A 


1HB 


PRO A 


2HB 


PRO A 


1HG 


PRO A 


2HG 


PRO A 


1HD 


PRO A 


2HD 


PRO A 


N 


SER A 


CA 


SER A 


C 


SER A 


0 


SER A 


CB 


SER A 


OG 


SER A 


H 


SER A 


HA 


SER A 


1HB 


SER A 


2HB 


SER A 


HG 


SER A 


N 


GLY A 


CA 


GLY A 


C 


GLY A 


0 


GLY A 


H 


GLY A 



98 129.487 
98 128.279 
98 128.061 
98 129.050 
98 128.876 
98 129.904 
98 130.179 
98 128.126 
98 129.817 
98 127.881 
98 129.046 
98 129.515 

98 130.810 

99 127.494 
99 126.306 
99 125.385 
99 125.840 

99 126.704 

99 127.637 

99 127.719 
99 125.778 

99 127.153 

99 125.824 
99 128.438 

100 124.088 

100 123.124 

100 121.706 

100 120.983 

100 123.782 



-8.797 19.305 1.00 0.00 

-9.461 18.655 1.00 0.00 

-9.336 17.449 1.00 0.00 

-7.941 20.495 1.00 0.00 

-6.573 19.933 1.00 0.00 

-6.437 18.843 1.00 0.00 

-9.556 19.637 1.00 0.00 

-8.326 20.898 1.00 0.00 

-7.960 21.256 1.00 0.00 

-6.469 19.526 1.00 0.00 

-5.836 20.703 1.00 0.00 

-5.843 18.029 1.00 0.00 

-5.998 19.233 1.00 0.00 

10.169 19.462 1.00 0.00 

10.854 18.966 1.00 0.00 

•11.247 20.115 1.00 0.00 

■11.743 21.146 1.00 0.00 

-12.096 18.168 1.00 0.00 

-11.774 17.150 1.00 0.00 

-10.231 20.413 1.00 0.00 

-10.172 18.315 1.00 0.00 

-12.820 18.832 1.00 0.00 

-12.526 17.710 1.00 0.00 

-12.286 17.275 1.00 0.00 

-11.024 19.932 1.00 0.00 

-11.361 20.963 1.00 0.00 

-11.447 20.429 1.00 0.00 

-10.451 20.420 1.00 0.00 

-10.626 19.090 1.00 0.00 
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ATOM 1466 1HA GLY A 100 123.394 -12.314 21.393 1.00 0.00 

ATOM 1467 2HA GLY A 100 123.161 -10.607 21.736 1.00 0.00 

ATOM 1468 N PRO A 101 121.277 -12.635 19.970 1.00 0.00 

ATOM 1469 CA PRO A 101 119.927 -12.833 19.431 1.00 0.00 

ATOM 1470 C PRO A 101 118.856 -12.759 20.514 1.00 0.00 

ATOM 1471 0 PRO A 101 117.797 -12.164 20.313 1.00 0.00 

ATOM 1472 CB PRO A 101 119.986 -14.239 18.833 1.00 0.00 

ATOM 1473 CG PRO A 101 121.058 -14.933 19.599 1.00 0.00 

ATOM 1474 CD PRO A 101 122.072 -13.877 19.941 1.00 0.00 

ATOM 1475 HA PRO A 101 119.703 -12.117 18.655 1.00 0.00 

ATOM 1476 1HB PRO A 101 119.030 -14.727 18.958 1.00 0.00 

ATOM 1477 2HB PRO A 101 120.230 -14.177 17.782 1.00 0.00 

ATOM 1478 1HG PRO A 101 120.646 -15.363 20.501 1.00 0.00 

ATOM 1479 2HG PRO A 101 121.508 -15.702 18.989 1.00 0.00 

ATOM 1480 1HD PRO A 101 122.513 -14.076 20.907 1.00 0.00 

ATOM 1481 2HD PRO A 101 122.836 -13.827 19.179 1.00 0.00 

ATOM 1482 N SER A 102 119.138 -13.367 21.661 1.00 0.00 

ATOM 1483 CA SER A 102 118.198 -13.369 22.776 1.00 0.00 

ATOM 1484 C SER A 102 116.891 -14.051 22.386 1.00 0.00 

ATOM 1485 0 SER A 102 116.548 -14.126 21.206 1.00 0.00 

ATOM 1486 CB SER A 102 117.922 -11.938 23.242 1.00 0.00 

ATOM 1487 OG SER A 102 118.809 -11.557 24.277 1.00 0.00 
ATOM 1488 H SER A 102 119.999 -13.824 21.760 1.00 0.00 
ATOM 1489 HA SER A 102 118.650 -13.921 23.588 1.00 0.00 
ATOM 1490 1HB SER A 102 118.047 -11.261 22.410 1.00 0.00 
ATOM 1491 2HB SER A 102 116.908 -11.872 23.609 1.00 0.00 
ATOM 1492 HG SER A 102 119.210 -10.712 24.061 1.00 0.00 
ATOM 1493 N SER A 103 116.168 -14.548 23.383 1.00 0.00 
ATOM 1494 CA SER A 103 114.898 -15.225 23.144 1.00 0.00 
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ATOM 


1495 


C 


SER A 103 113. 


ATOM 


1496 


0 


SER A 103 


113. 


ATOM 


1497 


CB 


SER A 103 


114. 


ATOM 


1498 


OG 


SER A 103 


115. 


ATOM 


1499 


H 


SER A 103 


116. 


ATOM 


1500 


HA 


SER A 103 


114. 


ATOM 


1501 


1HB 


SER A 103 


113. 


ATOM 


1502 


2HB 


SER A 103 


115. 


ATOM 


1503 


HG 


SER A 103 116. 


ATOM 


1504 


N 


GLY A 104 


112. 


ATOM 


1505 


CA 


GLY A 104 


111. 


ATOM 


1506 


C 


GLY A 104 


112. 


ATOM 


1507 


0 


GLY A 104 111. 


ATOM 


1508 


OXT 


GLY A 104 


112. 


ATOM 


1509 


H 


GLY A 104 


112. 


ATOM 


1510 


1HA 


GLY A 104 .111. 


ATOM 


1511 


2HA 


GLY A 104 


111. 


TER 


1512 




GLY A 104 




ENDMDL 









728 -14.368 23.617 1.00 0.00 

660 -13.981 24.784 1.00 0.00 

875 -16.578 23.856 1.00 0.00 

624 -16.535 25.059 1.00 0.00 

495 -14.458 24.303 1.00 0.00 

804 -15.386 22.081 1.00 0.00 

855 -16.840 24.093 1.00 0.00 

299 -17.330 23.208 1.00 0.00 

371 -17.133 24.992 1.00 0.00 

809 -14.076 22.702 1.00 0.00 

653 -13.267 23.046 1.00 0.00 

037 -11.875 23.512 1.00 0.00 

578-11.468 24.600 1.00 0.00 

796 -11.196 22.791 1.00 0.00 

915 -14.411 21.788 1.00 0.00 

018 -13.179 22.176 1.00 0.00 

103 -13.760 23.833 1.00 0.00 



[0 10 2) 



ATOM 1 


N 


GLY A 


1 


119.934 


2.440 


-12. 362 


1.00 0.00 


ATOM 2 


CA 


GLY A 


1 


120. 718 


2.882 


-11.176 


1.00 0.00 


ATOM 3 


C 


GLY A 


1 


121. 589 


4.087 


-11.473 1.00 0.00 


ATOM 4 


0 


GLY A 


1 


122.802 


4.050 


-11.266 


1.00 0.00 


ATOM 5 


1H 


GLY A 


1 


120.404 


1.634 


-12.822 


1.00 0.00 


ATOM 6 


2H 


GLY A 


1 


119.854 


3.217 


-13.049 


1.00 0.00 


ATOM 7 


3H 


GLY A 


1 


118.978 


2. 151 


-12.071 


1.00 0.00 
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ATOM 8 


1HA 


ATOM 9 


2HA 


ATOM 10 


N 


ATOM 11 


CA 


ATOM 12 


C 


ATOM 13 


0 


ATOM 14 


CB 


ATOM 15 


OG 


ATOM 16 


H 


ATOM 17 


HA 


ATOM 18 


IHB 


ATOM 19 


2HB 


ATOM 20 


HG 


ATOM 21 


N 


ATOM 22 


CA 


ATOM 23 


C 


ATOM 24 


0 


ATOM 25 


CB 


ATOM 26 


OG 


ATOM 27 


H 


ATOM 28 


HA 


ATOM 29 


IHB 


ATOM 30 


2HB 


ATOM 31 


HG 


ATOM 32 


N 


ATOM 33 


CA 


ATOM 34 


C 


ATOM 35 


0 


ATOM 36 


H 



GLY A 


1 120.034 


GLY A 


1 121.348 


SER A 


2 120.970' 


SER A 


2 121.698 


SER A 


2 122.748 


SER A 


2 123.937 


SER A 


2 122.364 


SER A 


2 121.480 


SER A 


2 120.001 


SER A 


2 120.985 


SER A 


2 122.654 


SER A 


2 123.239 


SER A 


2 121.576 


SER A 


3 122.299 


SER A 


3 123.200 


SER A 


3 123.931 


SER A 


3 123.690 


SER A 


3 124.211 


SER A 


3 123.566 


SER A 


3 121.339 


SER A 


3 122.605 


SER A 


3 124.734 


SER A 


3 124.919 


SER A 


3 122.788 


GLY A 


4 124.827 


GLY A 


4 125.580 


GLY A 


4 126.815 


GLY A 


4 127.021 


GLY A 


4 124.978 



3.135 -10.380 1.00 0.00 
2.067 -10.851 1.00 0.00 
5.157 -11.960 1.00 0.00 
6.378 -12.287 1.00 0.00 
6.115 -13.362 1.00 0.00 
6.005 -13.067 1.00 0.00 
6.950 -11.035 1.00 0.00 
7.806 -10.331 1.00 0.00 
5.125 -12.104 1.00 0.00 
7.096 -12.665 1.00 0.00 
6.140 -10.382 1.00 0.00 
7.514 -11.321 1.00 0.00 
7.661 -9.387 1.00 0.00 

6.016 -14.609 1.00 0.00 
5.765 -15.728 1.00 0.00 
4.438 -15.551 1.00 0.00 
3.708 -14.590 1.00 0.00 
6.905 -15.859 1.00 0.00 
8.124 -16.188 1.00 0.00 
6.112 -14.781 1.00 0.00 
5.717 -16.628 1.00 0.00 
7.030 -14.923 1.00 0.00 
6.666 -16.639 1.00 0.00 
8.233 -15.637 1.00 0.00 
4.134 -16.485 1.00 0.00 
2.896 -16.413 1.00 0.00 

3.017 -15.541 1.00 0.00 
4.037 -14.883 1.00 0.00 
4.755 -17.227 1.00 0.00 
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ATOM 37 


1HA 


GLY A 


4 124.942 


2. 122 - 


16.011 1.00 0.00 


ATOM 38 


2HA 


GLY A 


4 125.883 


2.614 - 


■17.411 1.00 0.00 


ATOM 39 


N 


SER A 


5 127.638 


1.973 - 


-15.537 1.00 0.00 


ATOM 40 


CA 


SER A 


5 128.859 


1.967 - 


-14.740 1.00 0.00 


ATOM 41 


C 


SER A 


5 128.541 


2.115 - 


-13.255 1.00 0.00 


ATOM 42 


0 


SER A 


5 127.375 


2.182 - 


-12.864 1.00 0.00 


ATOM 43 


CB 


SER A 


5 129.792 


3.093 - 


-15.188 1.00 0.00 


ATOM 44 


OG 


SER A 


5 130.310 


2.842 - 


-16.482 1.00 0.00 


ATOM 45 


H 


SER A 


5 127.419 


1.190 ■ 


-16.083 1.00 0.00 


ATOM 46 


HA 


SER A 


5 129.352 


1.019 ■ 


-14.897 1.00 0.00 


ATOM 47 


1HB 


SER A 


5 129.245 


4.025 


-15.208 1.00 0.00 


ATOM 48 


2HB 


SER A 


5 130.615 


3.174 


-14.493 1.00 0.00 


ATOM 49 


HG 


SER A 


5 130.634 


1.939 


-16.528 1.00 0.00 


ATOM 50 


N 


SER A 


6 129.584 


2.166 


-12.434 1.00 0.00 


ATOM 51 


CA 


SER A 


6 129.415 


2.307 


-10.992 1.00 0.00 


ATOM 52 


C 


SER A 


6 128.918 


3.704 


-10.637 1.00 0.00 


ATOM 53 


0 


SER A 


6 128.643 


4.519 


-11.517 1.00 0.00 


ATOM 54 


CB 


SER A 


6 130.735 


2.024 


-10.273 1.00 0.00 


ATOM 55 


OG 


SER A 


6 130.834 


0.658 


-9.907 1.00 0.00 


ATOM 56 


H 


SER A 


6 130.488 


2. 108 


-12.805 1.00 0.00 


ATOM 57 


HA 


SER A 


6 128.680 


1.584 


-10.673 1.00 0.00 


ATOM 58 


1HB 


SER A 


6 131.558 


2.268 


-10.928 1.00 0.00 


ATOM 59 


2HB 


SER A 


6 130.794 


2.629 


-9.380 1.00 0.00 


ATOM 60 


HG 


SER A 


6 131.760 


0.409 


-9.847 1.00 0.00 


ATOM 61 


N 


GLY A 


7 128.805 


3.974 


-9.340 1.00 0.00 


ATOM 62 


CA 


GLY A 


7 128.341 


5.274 


-8.891 1.00 0.00 


ATOM 63 


C 


GLY A 


7 129.005 


5.713 


-7.601 1.00 0.00 


ATOM 64 


0 


GLY A 


7 129.918 


5.051 


-7.108 1.00 0.00 


ATOM 65 


H 


GLY A 


7 129.039 


3.285 


-8.683 1.00 0.00 
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ATOM 66 


1HA 


GLY A 


7 128.552 


6.003 


-9.658 1.00 0.00 


ATOM 67 


2HA 


GLY A 


7 127.273 


5.228 


-8.736 1.00 0.00 


ATOM 68 


N 


LEU A 


8 128.544 


6.833 


-7.053 1.00 0.00 


ATOM 69 


CA 


LEU A 


8 129.099 


7.360 


-5.811 1.00 0.00 


ATOM 70 


C 


LEU A 


8 127.992 


7.667 


-4.808 1.00 0.00 


ATOM 71 


0 


LEU A 


8 126.829 


7.822 


-5.180 1.00 0.00 


ATOM 72 


CB 


LEU A 


8 129.916 


8.624 


-6.089 1.00 0.00 


ATOM 73 


CG 


LEU A 


8 131.353 


8.378 


-6.550 1.00 0.00 


ATOM 74 


CD1 


LEU A 


8 131.955 


9.650 


-7.124 1.00 0.00 


ATOM 75 


CD2 


LEU A 


8 132.199 


7.859 


-5.397 1.00 0.00 


ATOM 76 


H 


LEU A 


8 127.814 


7.315 


-7.493 1.00 0.00 


ATOM 77 


HA 


LEU A 


8 129.750 


6.607 


-5.392 1.00 0.00 


ATOM 78 


1HB 


LEU A 


8 129.407 


9.194 


-6.854 1.00 0.00 


ATOM 79 


2HB 


LEU A 


8 129.947 


9.213 


-5.186 1.00 0.00 


ATOM 80 


HG 


LEU A 


8 131.352 


7.628 


-7.328 1.00 0.00 


ATOM 81 


1HD1 LEU A 


8 131.820 


10.461 


-6.423 1.00 0.00 


ATOM 82 


2HD1 LEU A 


8 131.462 


9.894 


-8.054 1.00 0.00 


ATOM 83 


3HD1 LEU A 


8 133.010 


9.501 


-7.304 1.00 0.00 


ATOM 84 


1HD2 LEU A 


8 132.928 


7.157 


-5.772 1.00 0.00 


ATOM 85 


2HD2 LEU A 


8 131.562 


7.367 


-4.676 1.00 0.00 


ATOM 86 


3HD2 LEU A 


8 132.706 


8.686 


-4.922 1.00 0.00 


ATOM 87 


N 


ALA A 


9 128.361 


7.754 


-3.534 1.00 0.00 


ATOM 88 


CA 


ALA A 


9 127.398 


8.042 


-2.478 1.00 0.00 


ATOM 89 


C 


ALA A 


9 128.053 


8.796 


-1.326 1.00 0.00 


ATOM 90 


0 


ALA A 


9 127.633 


8.677 


-0.176 1.00 0.00 


ATOM 91 


CB 


ALA A 


9 126.766 


6.754 


-1.975 1.00 0.00 


ATOM 92 


H 


ALA A 


9 129.303 


7.619 


-3.299 1.00 0.00 


ATOM 93 


HA 


ALA A 


9 126.617 


8.658 


-2.899 1.00 0.00 


ATOM 94 


1HB 


ALA A 


9 127.284 


6.421 


-1.087 1.00 0.00 
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ATOM 95 
ATOM 96 
ATOM 97 
ATOM 98 
ATOM 99 
ATOM 100 
ATOM 101 
ATOM 102 
ATOM 103 
ATOM 104 
ATOM 105 
ATOM 106 
ATOM 107 
ATOM 108 
ATOM 109 
ATOM 110 
ATOM 111 
ATOM 112 
ATOM 113 
ATOM 114 
ATOM 115 
ATOM 116 
ATOM 117 
ATOM 118 
ATOM 119 
ATOM 120 
ATOM 121 
ATOM 122 
ATOM 123 



2HB 


ALA A 


9 


3HB 


ALA A 


9 


N 


MET A 


10 


CA 


MET A 


10 


C 


MET A 


10 


0 


MET A 


10 


CB 


MET A 


10 


CG 


MET A 


10 


SD 


MET A 


10 


CE 


MET A 


10 


H 


MET A 


10 


HA 


MET A 


10 


1HB 


MET A 


10 


2HB 


MET A 


10 


1HG 


MET A 


10 


2HG 


MET A 


10 


1HE 


MET A 


10 


2HE 


MET A 


10 


3HE 


MET A 


10 


N 


PRO A 


11 


CA 


PRO A 


11 


C 


PRO A 


11 


0 


PRO A 


11 


CB 


PRO A 


11 


CG 


PRO A 


11 


CD 


PRO A 


11 


HA 


PRO A 


11 


1HB 


PRO A 


11 


2HB 


PRO A 


11 



126. 839 5. 994 

125.726 6.929 

129.085 9.573 

129.796 10.347 

130.666 11.422 

131.871 11.241 

130. 664 9. 427 

130. 012 9. 038 

130. 760 9. 864 

132.424 9.208 

129. 373 9. 628 

129. 061 10. 827 

130. 870 8. 525 

131.596 9.928 

128.966 9.301 

130. 109 7. 970 
132.732 9.103 
132.449 8.242 
133.098 9.881 
130. 060 12. 563 
130.787 13.668 
131.997 14.110 
133.081 14.317 
129.751 14.793 
128.428 14.110 
128. 627 12. 861 

131.110 13.409 
129.886 15.465 
129.873 15.335 



-2.740 1.00 0.00 
-1.742 1.00 0.00 
-1.643 1.00 0.00 
-0.633 1.00 0.00 
-1.282 1.00 0.00 
-1.449 1.00 0.00 
0.230 1.00 0.00 
1.548 1.00 0.00 
2.965 1.00 0.00 
2.903 1.00 0.00 
-2.578 1.00 0.00 
-0.005 1.00 0.00 
-0.325 1.00 0.00 
0.446 1.00 0.00 
1.508 1.00 0.00 
1.680 1.00 0.00 
1.872 1.00 0.00 
3.384 1.00 0.00 
3.412 1.00 0.00 
-1.655 1.00 0.00 
-2.285 1.00 0.00 
-1.464 1.00 0.00 
-2.011 1.00 0.00 
-2.359 1.00 0.00 
-2.301 1.00 0.00 
-1.489 1.00 0.00 
-3.282 1.00 0.00 
-1.524 1.00 0.00 
-3.285 1.00 0.00 



mSE# 2003-3083148 



2002-236129 



^-v : 258/ 



ATOM 124 


1HG 


PRO A 


11 127.708 


ATOM 125 


2HG 


PRO A 


11 128.101 


ATOM 126 


1HD 


PRO A 


11 128.392 


ATOM 127 


2HD 


PRO A 


11 128.020 


ATOM 128 


N 


PRO A 


12 131.836 


ATOM 129 


CA 


PRO A 


12 132.932 


ATOM 130 


C 


PRO A 


12 134.071 


ATOM 131 


0 


PRO A 


12 135.204 


ATOM 132 


CB 


PRO A 


12 132.283 


ATOM 133 


CG 


PRO A 


12 130.815 


ATOM 134 


CD 


PRO A 


12 130.591 


ATOM 135 


HA 


PRO A 


12 133.318 


ATOM 136 


1HB 


PRO A 


12 132.549 


ATOM 137 


2HB 


PRO A 


12 132.626 


ATOM 138 


1HG 


PRO A 


12 130.281 


ATOM 139 


2HG 


PRO A 


12 130.502 


ATOM 140 


1HD 


PRO A 


12 130.458 


ATOM 141 


2HD 


PRO A 


12 129.738 


ATOM 142 


N 


GLY A 


13 133.759 


ATOM 143 


CA 


GLY A 


13 134.766 


ATOM 144 


C 


GLY A 


13 135.229 


ATOM 145 


0 


GLY A 


13 134.684 


ATOM 146 


H 


GLY A 


13 132.837 


ATOM 147 


1HA 


GLY A 


13 135.617 


ATOM 148 


2HA 


GLY A 


13 134.355 


ATOM 149 


N 


ASN A 


14 136.236 


ATOM 150 


CA 


ASN A 


14 136.770 


ATOM 151 


C 


ASN A 


14 135.847 


ATOM 152 


0 


ASN A 


14 135.407 



14.752 -1.821 1.00 0.00 

13.859 -3.300 1.00 0.00 

13.045 -0.451 1.00 0.00 

12.057 -1.877 1.00 0.00 

14.258 -0.134 1.00 0.00 

14.672 0.747 1.00 0.00 

13.659 0.754 1.00 0.00 

13.984 1.107 1.00 0.00 

14.754 2.136 1.00 0.00 

14.809 1.879 1.00 0.00 

14.030 0.616 1.00 0.00 

15.642 0.469 1.00 0.00 

13.879 2.711 1.00 0.00 

15.641 2.644 1.00 0.00 

14.354 2.700 1.00 0.00 

15.834 1.748 1.00 0.00 

12.981 0.837 1.00 0.00 

14.416 0.081 1.00 0.00 

12.427 0.361 1.00 0.00 

11.384 0.327 1.00 0.00 

11.068 -1.082 1.00 0.00 

11.593 -2.053 1.00 0.00 

12.226 0.090 1.00 0.00 

11.700 0.911 1.00 0.00 

10.487 0.768 1.00 0.00 

10.209 -1.194 1.00 0.00 

9.824 -2.495 1.00 0.00 

8.829 -3.190 1.00 0.00 

9.058 -4.316 1.00 0.00 



mtiE# 2003-3083148 



#0, 2002-236129 



^-v! 259/ 



ATOM 153 


CB 


ASN A 


14 138.167 


9.219 


ATOM 154 


CG 


ASN A 


14 139.066 


10.061 


ATOM 155 


0D1 


ASN A 


14 139.732 


10. 984 


ATOM 156 


ND2 


ASN A 


14 139.090 


9.749 


ATOM 157 


H 


ASN A 


14 136.629 


9.823 


ATOM 158 


HA 


ASN A 


14 136.841 


10.715 


ATOM 159 


1HB 


ASN A 


14 138.079 


8.237 


ATOM 160 


2HB 


ASN A 


14 138.627 


9.133 


ATOM 161 


1HD2 ASN A 


14 138.535 


9.002 


ATOM 162 


2HD2 ASN A 


14 139.663 


10.277 


ATOM 163 


N 


SER A 


15 135.560 


7.722 


ATOM 164 


CA 


SER A 


15 134.689 


6.693 


ATOM 165 


C 


SER A 


15 133.686 


6.210 


ATOM 166 


0 


SER A 


15 132.492 


6.099 


ATOM 167 


CB 


SER A 


15 135.520 


5.512 


ATOM 168 


OG 


SER A 


15 134.733 


4.638 


ATOM 169 


H 


SER A 


15 135.942 


7.596 


ATOM 170 


HA 


SER A 


15 134.149 


7.125 


ATOM 171 


1HB 


SER A 


15 136.337 


5.884 


ATOM 172 


2HB 


SER A 


15 135.913 


4.962 


ATOM 173 


HG 


SER A 


15 133.932 


4.410 


ATOM 174 


N 


HIS A 


16 134.179 


5.924 


ATOM 175 


CA 


HIS A 


16 133.325 


5.452 


ATOM 176 


C 


HIS A 


16 133.925 


5.807 


ATOM 177 


0 


HIS A 


16 133.233 


6.314 


ATOM 178 


CB 


HIS A 


16 133.124 


3.940 


ATOM 179 


CG 


HIS A 


16 131.734 


3.497 


ATOM 180 


ND1 


HIS A 


16 131.293 


3.324 


ATOM 181 


CD2 


HIS A 


16 130.683 


3.192 



-2.337 1.00 0.00 
-1.454 1.00 0.00 
-1.925 1.00 0.00 
-0.164 1.00 0.00 
-0.383 1.00 0.00 
-3.100 1.00 0.00 
-1.896 1.00 0.00 
-3.310 1.00 0.00 
0.142 1.00 0.00 
0.430 1.00 0.00 
-2.512 1.00 0.00 
-3.065 1.00 0.00 
-2.022 1.00 0.00 
-2.300 1.00 0.00 
-3.574 1.00 0.00 
-4.365 1.00 0.00 
-1.618 1.00 0.00 
-3.893 1.00 0.00 
-4.175 1.00 0.00 
-2. 732 1.00 0.00 
-3.889 1.00 0.00 
-0.822 1.00 0.00 
0.263 1.00 0.00 
1.620 1.00 0.00 
2.502 1.00 0.00 
0.160 1.00 0.00 
0.497 1.00 0.00 
1.793 1.00 0.00 
-0.300 1.00 0.00 



ffiSE# 2003-308 3 148 



2002-236129 



^-v: 260/ 



ATOM 182 
ATOM 183 
ATOM 184 
ATOM 185 
ATOM 186 
ATOM 187 
ATOM 188 
ATOM 189 
ATOM 190 
ATOM 191 
ATOM 192 
ATOM 193 
ATOM 194 
ATOM 195 
ATOM 196 
ATOM 197 
ATOM 198 
ATOM 199 
ATOM 200 
ATOM 201 
ATOM 202 
ATOM 203 
ATOM 204 
ATOM 205 
ATOM 206 
ATOM 207 
ATOM 208 
ATOM 209 
ATOM 210 



CE1 HIS A 

NE2 HIS A 

H HIS A 

HA HIS A 

1HB HIS A 

2HB HIS A 

HD1 HIS A 

HD2 HIS A 

HE1 HIS A 

HE2 HIS A 

N GLY A 

CA GLY A 
C GLY A 
0 GLY A 
H GLY A 
1HA GLY A 
2HA GLY A 
N LEU A 



0 

CB 

CG 



CA LEU A 
C LEU A 
LEU A 
LEU A 
LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 



16 130.032 
16 129.638 
16 135.140 
16 132.367 
16 133.337 
16 133.806 
16 131.825 
16 130.670 
16 129.425 

16 128.774 

17 135.217 
17 135.887 
17 137.270 
17 137.577 
17 135.718 
17 135.976 

17 135.289 

18 138.106 
18 139.464 
18 140.482 
18 140.788 
18 139.763 
18 139.023 
18 138.916 
18 139.726 
18 137.802 
18 139.537 
18 139.500 
18 140.824 



2.931 1.777 1.00 0.00 
2.843 0.520 1.00 0.00 
6.032 -0.662 1.00 0.00 
5.942 0.166 1.00 0.00 
3.623 -0.849 1.00 0.00 
3.445 0.838 1.00 0.00 
3.467 2.603 1.00 0.00 
3.217 -1.381 1.00 0.00 
2.718 2.646 1.00 0.00 
2.491 0.222 1.00 0.00 
5.537 1.779 1.00 0.00 
5.834 3.032 1.00 0.00 
5.217 3.109 1.00 0.00 
4.481 4.045 1.00 0.00 
5.132 1.041 1.00 0.00 
6.905 3.134 1.00 0.00 
5.453 3.846 1.00 0.00 
5.519 2.121 1.00 0.00 
4.989 2.080 1.00 0.00 
6.077 2.411 1.00 0.00 
6.929 1.578 1.00 0.00 
4.398 0.701 1.00 0.00 
3.098 0.381 1.00 0.00 
2.902 -1.124 1.00 0.00 
1.914 1.027 1.00 0.00 
6.112 1.403 1.00 0.00 
4.207 2.821 1.00 0.00 
5.133 -0.046 1.00 0.00 
4.207 0.636 1.00 0.00 



ttiiE# 2003-3083148 



mm, 2002-236129 



^-v! 261/ 



ATOM 211 


HG 


LEU A 


18 138.021 


3.154 


ATOM 212 


1HD1 LEU A 


18 138.964 


1.848 


ATOM 213 


2HD1 LEU A 


18 139.732 


3.415 


ATOM 214 


3HD1 LEU A 


18 137.978 


3.305 


ATOM 215 


1HD2 LEU A 


18 139.773 


2.062 


ATOM 216 


2HD2 LEU A 


18 140.726 


1.828 


ATOM 217 


3HD2 LEU A 


18 139.175 


1.009 


ATOM 218 


N 


GLU A 


19 141.003 


6.039 


ATOM 219 


CA 


GLU A 


19 141.987 


7.021 


ATOM 220 


C 


GLU A 


19 143.003 


6.385 


ATOM 221 


0 


GLU A 


19 142.915 


5.198 


ATOM 222 


CB 


GLU A 


19 141.291 


8.193 


ATOM 223 


CG 


GLU A 


19 140.354 


7.767 


ATOM 224 


CD 


GLU A 


19 139.186 


8.717 


ATOM 225 


0E1 


GLU A 


19 138.168 


8.543 


ATOM 226 


0E2 


GLU A 


19 139.287 


9.634 


ATOM 227 


H 


GLU A 


19 140.719 


5.335 


ATOM 228 


HA 


GLU A 


19 142.504 


7.388 


ATOM 229 


1HB 


GLU A 


19 142.043 


8.845 


ATOM 230 


2HB 


GLU A 


19 140.717 


8.741 


ATOM 231 


1HG 


GLU A 


19 139.968 


6.784 


ATOM 232 


2HG 


GLU A 


19 140.911 


7.730 


ATOM 233 


N 


VAL A 


20 143.968 


7.183 


ATOM 234 


CA 


VAL A 


20 145.001 


6.699 


ATOM 235 


C 


VAL A 


20 144.390 


6.120 


ATOM 236 


0 


VAL A 


20 143.480 


6.706 


ATOM 237 


CB 


VAL A 


20 145.985 


7.822 


ATOM 238 


CGI 


VAL A 


20 147.147 


7.267 


ATOM 239 


CG2 


VAL A 


20 146.487 


8.537 



0.781 1.00 0.00 
1.354 1.00 0.00 
•1.612 1.00 0.00 
-1.473 1.00 0.00 
2.095 1.00 0.00 
0.630 1.00 0.00 
0.813 1.00 0.00 
3.633 1.00 0.00 
4.076 1.00 0.00 
5.019 1.00 0.00 
5.333 1.00 0.00 
4.771 1.00 0.00 

5.889 1.00 0.00 

6.064 1.00 0.00 

5.361 1.00 0.00 

6.905 1.00 0.00 

4.253 1.00 0.00 

3.202 1.00 0.00 

5.190 1.00 0.00 

4.040 1.00 0.00 

5.664 1.00 0.00 

6.814 1.00 0.00 

5.466 1.00 0.00 

6.374 1.00 0.00 

7.646 1.00 0.00 

8.230 1.00 0.00 

6.754 1.00 0.00 

7.563 1.00 0.00 

5.508 1.00 0.00 

mtiE# 2003-3083148 



mm 2002-236129 



^-v* I 262/ 



ATOM 240 
ATOM 241 
ATOM 242 
ATOM 243 
ATOM 244 
ATOM 245 
ATOM 246 
ATOM 247 
ATOM 248 
ATOM 249 
ATOM 250 
ATOM 251 
ATOM 252 
ATOM 253 
ATOM 254 
ATOM 255 
ATOM 256 
ATOM 257 
ATOM 258 
ATOM 259 
ATOM 260 
ATOM 261 
ATOM 262 
ATOM 263 
ATOM 264 
ATOM 265 
ATOM 266 
ATOM 267 
ATOM 268 



H VAL A 
HA VAL A 
HB VAL A 
1HG1 VAL A 
2HG1 VAL A 
3HG1 VAL A 
1HG2 VAL A 
2HG2 VAL A 
3HG2 VAL A 
N GLY A 
CA GLY A 
C GLY A 



0 
H 



GLY A 
GLY A 



1HA GLY A 

2HA GLY A 

N SER A 

CA SER A 



SER A 
SER A 
CB SER A 
OG SER A 
H SER A 
HA SER A 
1HB SER A 
2HB SER A 
HG SER A 
N LEU A 
CA LEU A 



20 143.984 
20 145.554 
20 145.460 
20 147.999 
20 147.406 
20 146.861 
20 146.440 
20 147.508 

20 145.868 

21 144.897 
21 144.389 
21 143.329 
21 143.299 
21 145.624 
21 145.208 

21 143.963 

22 142.455 
22 141.387 
22 141.933 
22 142.942 
22 140.304 
22 140.042 
22 142.530 
22 140.953 
22 140.632 
22 139.393 

22 139.251 

23 141.259 
23 141.677 



8.120 5.180 1.00 0.00 

5.922 5.865 1.00 0.00 
8.540 7.368 1.00 0.00 

7.923 7.468 1.00 0.00 
6.286 7.194 1.00 0.00 
7.195 8.602 1.00 0.00 
7.864 4.665 1.00 0.00 
8.853 5.661 1.00 0.00 
9.401 5.315 1.00 0.00 
4.967 8.068 1.00 0.00 
4.329 9.267 1.00 0.00 
3.289 8.967 1.00 0.00 
2.225 9.586 1.00 0.00 
4.546 7.561 1.00 0.00 
3.852 9.784 1.00 0.00 
5.084 9.912 1.00 0.00 
3.595 8.013 1.00 0.00 
2.679 7.631 1.00 0.00 
1.524 6.796 1.00 0.00 
1.668 6.106 1.00 0.00 
3.423 6.847 1.00 0.00 
4.693 7.418 1.00 0.00 
4.459 7.555 1.00 0.00 
2.280 8.535 1.00 0.00 
3.561 5.828 1.00 0.00 
2.842 6.856 1.00 0.00 
5.065 7.021 1.00 0.00 
0.381 6.865 1.00 0.00 

-0.798 6.116 1.00 0.00 



tfJlE# 2003-3083148 



2002-236129 



^— 5>: 263/ 



ATOM 269 
ATOM 270 
ATOM 271 
ATOM 272 
ATOM 273 
ATOM 274 
ATOM 275 
ATOM 276 
ATOM 277 
ATOM 278 
ATOM 279 
ATOM 280 
ATOM 281 
ATOM 282 
ATOM 283 
ATOM 284 
ATOM 285 
ATOM 286 
ATOM 287 
ATOM 288 
ATOM 289 
ATOM 290 
ATOM 291 
ATOM 292 
ATOM 293 
ATOM 294 
ATOM 295 
ATOM 296 
ATOM 297 



C LEU A 
0 LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N ALA A 



CA 
C 
0 

CB 
H 
HA 



ALA A 
ALA A 
ALA A 
ALA A 
ALA A 
ALA A 
1HB ALA A 
2HB ALA A 
3HB ALA A 
N GLU A 
CA GLU A 



23 141.131 - 
23 140.073 - 
23 141.206 • 
23 141.688 
23 140.698 
23 143.069 
23 140.463 
23 142.756 
23 140.126 
23 141.555 
23 141.758 
23 140.860 
23 139.691 
23 140.840 
23 143.649 
23 143.568 

23 142.970 

24 141.859 
24 141.447 
24 141.974 
24 142.870 
24 141.925 
24 142.693 
24 140.367 
24 141.383 
24 142.981 

24 141.749 

25 141.413 
25 141.827 



-0.761 4.693 1.00 0.00 

-0.186 4.438 1.00 0.00 

-2.070 6.824 1.00 0.00 

-2.224 8.267 1.00 0.00 

-3.049 9.075 1.00 0.00 

-2.862 8.302 1.00 0.00 

0.329 7.434 1.00 0.00 

-0.799 6.074 1.00 0.00 

-2.077 6.823 1.00 0.00 

-2.921 6.259 1.00 0.00 

-1.248 8.722 1.00 0.00 

-4.098 8.880 1.00 0.00 

-2.781 8.791 1.00 0.00 

-2.852 10.127 1.00 0.00 

-2.423 9.100 1.00 0.00 

-2.691 7.359 1.00 0.00 

-3.924 8.469 1.00 0.00 

-1.379 3.768 1.00 0.00 

-1.417 2.370 1.00 0.00 

-2.668 1.676 1.00 0.00 

-3.341 2.186 1.00 0.00 
-0.168 1.646 1.00 0.00 
-1.820 4.032 1.00 0.00 
-1.430 2.341 1.00 0.00 
-0.061 0.718 1.00 0.00 
-0.255 1.439 1.00 0.00 
0.698 2.267 1.00 0.00 
-2.975 0.511 1.00 0.00 
-4.145 -0.252 1.00 0.00 



ttlffiE# 2003-3083148 



002-236129 I 264/ 



ATOM 298 C GLU A 25 142.061 -3.785 -1.716 1.00 0.00 

ATOM 299 0 GLU A 25 141.346 -2.961 -2.285 1.00 0.00 

ATOM 300 CB GLU A 25 140.773 -5.248 -0.147 1.00 0.00 

ATOM 301 CG GLU A 25 141.270 -6.611 -0.600 1.00 0.00 

ATOM 302 CD GLU A 25 140.237 -7.371 -1.407 1.00 0.00 

ATOM 303 0E1 GLU A 25 139.590 -8.277 -0.8411.00 0.00 

ATOM 304 0E2 GLU A 25 140.072 -7.060 -2.605 1.00 0.00 

ATOM 305 H GLU A 25 140.703 -2.399 0.156 1.00 0.00 

ATOM 306 HA GLU A 25 142.754 -4.505 0.169 1.00 0.00 

ATOM 307 1HB GLU A 25 140.453 -5.328 0.880 1.00 0.00 

ATOM 308 2HB GLU A 25 139.924 -4.978 -0.760 1.00 0.00 

ATOM 309 1HG GLU A 25 142.151 -6.474 -1.210 1.00 0.00 

ATOM 310 2HG GLU A 25 141.525 -7.194 0.273 1.00 0.00 

ATOM 311 N VAL A 26 143.066 -4.410 -2.3211.00 0.00 

ATOM 312 CA VAL A 26 143.394 -4.156 -3.718 1.00 0.00 

ATOM 313 C VAL A 26 142.998 -5.336 -4.599 1.00 0.00 

ATOM 314 0 VAL A 26 143.026 -6.486 -4.1611.00 0.00 

ATOM 315 CB VAL A 26 144.898 -3.876 -3.9011.00 0.00 

ATOM 316 CGI VAL A 26 145.188 -3.419 -5.322 1.00 0.00 

ATOM 317 CG2 VAL A 26 145.374 -2.841 -2.892 1.00 0.00 

ATOM 318 H VAL A 26 143.601 -5.057 -1.815 1.00 0.00 

ATOM 319 HA VAL A 26 142.845 -3.282 -4.036 1.00 0.00 

ATOM 320 HB VAL A 26 145.438 -4.794 -3.724 1.00 0.00 

ATOM 321 1HG1 VAL A 26 144.303 -2.967 -5.743 1.00 0.00 

ATOM 322 2HG1 VAL A 26 145.477 -4.270 -5.9211.00 0.00 

ATOM 323 3HG1 VAL A 26 145.990 -2.697 -5.3111.00 0.00 

ATOM 324 1HG2 VAL A 26 145.426 -3.291 -1.912 1.00 0.00 

ATOM 325 2HG2 VAL A 26 144.682 -2.013 -2.872 1.00 0.00 

ATOM 326 3HG2 VAL A 26 146.354 -2.485 -3.177 1.00 0.00 



a3fiE# 2003-3083148 



#0 2002-236129 



^-v ! 265/ 



ATOM 327 
ATOM 328 
ATOM 329 
ATOM 330 
ATOM 331 
ATOM 332 
ATOM 333 
ATOM 334 
ATOM 335 
ATOM 336 
ATOM 337 
ATOM 338 
ATOM 339 
ATOM 340 
ATOM 341 
ATOM 342 
ATOM 343 
ATOM 344 
ATOM 345 
ATOM 346 
ATOM 347 
ATOM 348 
ATOM 349 
ATOM 350 
ATOM 351 
ATOM 352 
ATOM 353 
ATOM 354 
ATOM 355 



N 
CA 
C 
0 
CB 



CE 
NZ 
H 
HA 



LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
CG LYS A 
CD LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
1HB LYS A 
2HB LYS A 
1HG LYS A 
2HG LYS A 
1HD LYS A 
2HD LYS A 
1HE LYS A 
2HE LYS A 
1HZ LYS A 
2HZ LYS A 
3HZ LYS A 
N GLU A 



CA 

C 

0 

CB 
CG 
CD 



GLU A 
GLU A 
GLU A 
GLU A 
GLU A 
GLU A 



27 142.631 
27 142.230 
27 143.429 
27 143.642 
27 141.161 
27 139.740 
27 139.084 
27 139.179 
27 139.457 
27 142.630 
27 141.815 
27 141.323 
27 141.257 
27 139.765 
27 139.159 
27 138.044 
27 139.579 
27 139.976 
27 138.244 
27 138.945 
27 140.475 

27 139.150 

28 144.209 
28 145.388 
28 145.339 
28 144.374 
28 146.661 
28 147.726 
28 148.621 



-5.043 -5.842 1.00 0.00 
-6.080 -6.785 1.00 0.00 
-6.587 -7.579 1.00 0.00 
-6.187 -8.723 1.00 0.00 
-5.544 -7.739 1.00 0.00 
-5.743 -7.235 1.00 0.00 
-6.954 -7.879 1.00 0.00 
-8.181 -6.985 1.00 0.00 
-9.418 -7.765 1.00 0.00 
-4.106 -6.132 1.00 0.00 
-6.900 -6.219 1.00 0.00 
-4.487 -7.886 1.00 0.00 
-6.049 -8.689 1.00 0.00 
-5.886 -6.166 1.00 0.00 
-4.863 -7.470 1.00 0.00 
-6.734 -8.061 1.00 0.00 
-7.164 -8.816 1.00 0.00 
-8.030 -6.272 1.00 0.00 
-8.299 -6.459 1.00 0.00 
-10.223 -7.353 1.00 0.00 
-9.627 -7.756 1.00 0.00 
-9.294 -8.752 1.00 0.00 
-7.469 -6.964 1.00 0.00 
-8.032 -7.613 1.00 0.00 
-9.556 -7.602 1.00 0.00 
-10.153 -7.126 1.00 0.00 
-7.544 -6.918 1.00 0.00 
-7.045 -7.879 1.00 0.00 
-5.987 -7.262 1.00 0.00 
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ATOM 356 


0E1 


GLU A 


ATOM 357 


0E2 


GLU A 


ATOM 358 


H 


GLU A 


ATOM 359 


HA 


GLU A 


ATOM 360 


1HB 


GLU A 


ATOM 361 


2HB 


GLU A 


ATOM 362 


1HG 


GLU A 


ATOM 363 


2HG 


GLU A 


ATOM 364 


N 


ASN A 


ATOM 365 


CA 


ASN A 


ATOM 366 


C 


ASN A 


ATOM 367 


0 


ASN A 


ATOM 368 


CB 


ASN A 


ATOM 369 


CG 


ASN A 


ATOM 370 


0D1 


ASN A 


ATOM 371 


ND2 


ASN A 


ATOM 372 


H 


ASN A 


ATOM 373 


HA 


ASN A 


ATOM 374 


1HB 


ASN A 


ATOM 375 


2HB 


ASN A 


ATOM 376 


1HD2 ASN A 


ATOM 377 


2HD2 ASN A 


ATOM 378 


N 


PRO A 


ATOM 379 


CA 


PRO A 


ATOM 380 


C 


PRO A 


ATOM 381 


0 


PRO A 


ATOM 382 


CB 


PRO A 


ATOM 383 


CG 


PRO A 


ATOM 384 


CD 


PRO A 



28 148.123 
28 149.819 
28 143.987 
28 145.396 
28 146.405 
28 147.079 
28 148.340 

28 147.241 

29 146.388 
29 146.464 
29 146.473 
29 145.597 
29 147.717 
29 147.423 
29 147.664 
29 146.902 
29 147.126 
29 145.590 
29 148.444 
29 148.132 
29 146.737 

29 146.701 

30 147.468 
30 147.587 
30 146.604 
30 146.755 
30 149.025 
30 149.325 
30 148.555 



-4.875 -6.987 1.00 0.00 
-6.271 -7.052 1.00 0.00 
-7.749 -6.051 1.00 0.00 
-7.691 -8.638 1.00 0.00 
-6.736 -6.249 1.00 0.00 
-8.356 -6.341 1.00 0.00 
-7.880 -8.183 1.00 0.00 
-6.623 -8.748 1.00 0.00 
-10.180 -8.131 1.00 0.00 
-11.635 -8.182 1.00 0.00 
-12.229 -6.774 1.00 0.00 
-13.017 -6.419 1.00 0.00 
-12.075 -8.943 1.00 0.00 
-12.410 -10.393 1.00 0.00 
-13.530 -10.844 1.00 0.00 
-11.437 -11.130 1.00 0.00 
-9.650 -8.495 1.00 0.00 
-11.995 -8.705 1.00 0.00 
-11.278 -8.918 1.00 0.00 
-12.951 -8.467 1.00 0.00 
-10.570 -10.704 1.00 0.00 
-11.625 -12.071 1.00 0.00 
-11.853 -5.951 1.00 0.00 
-12.350 -4.578 1.00 0.00 
-11.669 -3.628 1.00 0.00 
-10.489 -3.310 1.00 0.00 
-11.990 -4.206 1.00 0.00 
-10.773 -5.008 1.00 0.00 
-10.915 -6.295 1.00 0.00 
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ATOM 385 HA PRO A 30 147.456 -13.420 -4.531 1.00 0.00 

ATOM 386 1HB PRO A 30 149.086 -11.793 -3.146 1.00 0.00 

ATOM 387 2HB PRO A 30 149.682 -12.806 -4.465 1.00 0.00 

ATOM 388 1HG PROA 30 149.001 -9.892 -4.474 1.00 0.00 

ATOM 389 2HG PRO A 30 150.385 -10.720 -5.212 1.00 0.00 

ATOM 390 1HD PROA 30 148.156 -9.960 -6.602 1.00 0.00 

ATOM 391 2HD PRO A 30 149.186 -11.325 -7.069 1.00 0.00 

ATOM 392 N PRO A 31 145.579 -12.403 -3.156 1.00 0.00 

ATOM 393 CA PROA 31 144.575 -11.854 -2.239 1.00 0.00 

ATOM 394 C PRO A 31 145.149 -11.573 -0.854 1.00 0.00 

ATOM 395 0 PRO A 31 145.083 -12.418 0.038 1.00 0.00 

ATOM 396 CB PROA 31 143.517 -12.957 -2.165 1.00 0.00 

ATOM 397 CG PROA 31 144.253 -14.209 -2.491 1.00 0.00 

ATOM 398 CD PRO A 31 145.317 -13.819 -3.478 1.00 0.00 

ATOM 399 HA PROA 31 144.132 -10.951 -2.633 1.00 0.00 

ATOM 400 1HB PRO A 31 143.097 -12.991 -1.170 1.00 0.00 

ATOM 401 2HB PROA 31 142.737 -12.761 -2.885 1.00 0.00 

ATOM 402 1HG PRO A 31 144.703 -14.614 -1.596 1.00 0.00 

ATOM 403 2HG PROA 31 143.580 -14.929 -2.931 1.00 0.00 

ATOM 404 1HD PRO A 31 146.205 -14.418 -3.334 1.00 0.00 

ATOM 405 2HD PRO A 31 144.950 -13.923 -4.488 1.00 0.00 

ATOM 406 N PHE A 32 145.712 -10.382 -0.683 1.00 0.00 

ATOM 407 CA PHE A 32 146.298 -9.990 0.593 1.00 0.00 

ATOM 408 C PHE A 32 145.431 -8.947 1.292 1.00 0.00 

ATOM 409 0 PHE A 32 144.494 -8.408 0.703 1.00 0.00 

ATOM 410 CB PHE A 32 147.709 -9.437 0.382 1.00 0.00 

ATOM 411 CG PHE A 32 147.801 -8.437 -0.735 1.00 0.00 

ATOM 412 CD1 PHE A 32 148.541 -8.716 -1.873 1.00 0.00 

ATOM 413 CD2 PHE A 32 147.149 -7.218 -0.646 1.00 0.00 



tHIE# 2003-3083148 
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ATOM 414 
ATOM 415 
ATOM 416 
ATOM 417 
ATOM 418 
ATOM 419 
ATOM 420 
ATOM 421 
ATOM 422 
ATOM 423 
ATOM 424 
ATOM 425 
ATOM 426 
ATOM 427 
ATOM 428 
ATOM 429 
ATOM 430 
ATOM 431 
ATOM 432 
ATOM 433 
ATOM 434 
ATOM 435 
ATOM 436 
ATOM 437 
ATOM 438 
ATOM 439 
ATOM 440 
ATOM 441 
ATOM 442 



CE1 PHE A 
CE2 PHE A 



CZ 
H 



PHE A 
PHE A 
HA PHE A 
1HB PHE A 
2HB PHE A 
HD1 PHE A 
HD2 PHE A 
HE1 PHE A 
HE2 PHE A 
HZ PHE A 



N TYR A 
CA TYR A 
C TYR A 
0 TYR A 
CB TYR A 
CG TYR A 
CD1 TYR A 
CD2 TYR A 
CE1 TYR A 
CE2 TYR A 
CZ TYR A 
OH TYR A 
H TYR A 
HA TYR A 
1HB TYR A 
2HB TYR A 
HD1 TYR A 



32 148.628 
32 147.233 
32 147.973 
32 145.734 
32 146.355 
32 148.038 
32 148.377 - 
32 149.052 
32 146.571 
32 149.208 
32 146.719 

32 148.039 

33 145.750 
33 145.000 
33 145.940 
33 146.852 
33 144.147 
33 142.780 
33 141.996 
33 142.273 
33 140.746 
33 141.023 
33 140.264 
33 139.019 
33 146.508 
33 144.351 
33 144.659 
33 144.010 
33 142.376 



-7.799 ■ 
-6.295 • 
-6. 586 
-9.751 
-10. 870 
-8. 952 
-10. 254 
-9. 664 
-6.989 
-8.027 
-5.348 
-5.867 
-8. 668 
-7. 690 
-6. 694 
-7. 081 
-8. 395 
-8. 803 
-7. 922 
-10. 070 
-8. 291 
■10.447 
-9. 554 
-9.926 
-9. 131 
-7. 155 
-9.288 
-7.734 
-6.934 



-2.902 1.00 0.00 
-1.672 1.00 0.00 
-2.801 1.00 0.00 
-1.433 1.00 0.00 
1.216 1.00 0.00 
1.289 1.00 0.00 
0.155 1.00 0.00 
-1.952 1.00 0.00 
0.237 1.00 0.00 
-3.784 1.00 0.00 
-1.590 1.00 0.00 
-3.604 1.00 0.00 
2.552 1.00 0.00 
3.332 1.00 0.00 
4.004 1.00 0.00 
4.734 1.00 0.00 
4.388 1.00 0.00 
3.888 1.00 0.00 
3.154 1.00 0.00 
4.151 1.00 0.00 
2.696 1.00 0.00 
3.696 1.00 0.00 
2.970 1.00 0.00 
2.514 1.00 0.00 
2.967 1.00 0.00 
2.655 1.00 0.00 
4.717 1.00 0.00 
5.230 1.00 0.00 
2.941 1.00 0.00 
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ATOM 443 


HD2 


TYR A 


33 142.869 - 


10.766 


ATOM 444 


HE1 


TYR A 


33 140.152 


-7.592 


ATOM 445 


HE2 


TYR A 


33 140.646 - 


•11.436 


ATOM 446 


HH 


TYR A 


33 139.088 - 


-10.756 


ATOM 447 


N 


GLY A 


34 145.710 


-5.410 


ATOM 448 


CA 


GLY A 


34 146.544 


-4.378 


ATOM 449 


C 


GLY A 


34 145.757 


-3. 138 


ATOM 450 


0 


GLY A 


34 144.578 


-3. 019 


ATOM 451 


H 


GLY A 


34 144.969 


-5. 161 


ATOM 452 


1HA 


GLY A 


34 147.016 


-4.774 


ATOM 453 


2HA 


GLY A 


34 147.312 


-4. 103 


ATOM 454 


N 


VAL A 


35 146.409 


-2.212 


ATOM 455 


CA 


VAL A 


35 145.764 


-0.974 


ATOM 456 


C 


VAL A 


35 146.453 


0.240 


ATOM 457 


0 


VAL A 


35 147.668 


0.241 


ATOM 458 


CB 


VAL A 


35 145.763 


-0. 835 


ATOM 459 


CGI 


VAL A 


35 147.187 


-0. 811 


ATOM 460 


CG2 


VAL A 


35 145.001 


0.411 


ATOM 461 


H 


VAL A 


35 147.348 


-2. 365 


ATOM 462 


HA 


VAL A 


35 144.738 


-1. 002 


ATOM 463 


HB 


VAL A 


35 145.262 


-1.697 


ATOM 464 


1HG1 VAL A 


35 147.865 


-0. 519 


ATOM 465 


2HG1 VAL A 


35 147.453 


-1. 795 


ATOM 466 


3HG1 VAL A 


35 147.252 


-0. 103 


ATOM 467 


1HG2 VAL A 


35 145.141 


0.574 


ATOM 468 


2HG2 VAL A 


35 143.950 


0.278 


ATOM 469 


3HG2 VAL A 


35 145.372 


1.265 


ATOM 470 


N 


ILE A 


36 145.670 


1.271 


ATOM 471 


CA 


ILE A 


36 146.207 


2.491 



4.721 1.00 0.00 
2.126 1.00 0.00 
3.910 1.00 0.00 
2.037 1.00 0.00 
3.751 1.00 0.00 
4.337 1.00 0.00 
4.711 1.00 0.00 
4.378 1.00 0.00 
3.160 1.00 0.00 
5.225 1.00 0.00 
3.628 1.00 0.00 
5.406 1.00 0.00 
5.827 1.00 0.00 
5.212 1.00 0.00 
5.013 1.00 0.00 
7.362 1.00 0.00 
7.901 1.00 0.00 
7.788 1.00 0.00 
5.642 1.00 0.00 
5.489 1.00 0.00 
7.781 1.00 0.00 
7.113 1.00 0.00 
8.258 1.00 0.00 
8.714 1.00 0.00 
8.847 1.00 0.00 
7.581 1.00 0.00 
7.241 1.00 0.00 
4.913 1.00 0.00 
4.322 1.00 0.00 
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<*—V : 270/ 



ATOM 472 


C 


ATOM 473 


0 


ATOM 474 


CB 


ATOM 475 


CGI 


ATOM 476 


CG2 


ATOM 477 


CD1 


ATOM 478 


H 


ATOM 479 


HA 


ATOM 480 


HB 


ATOM 481 


1HG1 


ATOM 482 


2HG1 


ATOM 483 


1HG2 


ATOM 484 


2HG2 


ATOM 485 


3HG2 


ATOM 486 


1HD1 


ATOM 487 


2HD1 


ATOM 488 


3HD1 


ATOM 489 


N 


ATOM 490 


CA 


ATOM 491 


C 


ATOM 492 


0 


ATOM 493 


CB 


ATOM 494 


CG 


ATOM 495 


CD 


ATOM 496 


NE 


ATOM 497 


CZ 


ATOM 498 


NH1 


ATOM 499 


NH2 


ATOM 500 


H 



ILE A 36 147. 127 
ILE A 36 146.803 
ILE A 36 145. 080 
ILE A 36 144.064 
ILE A 36 145. 658 
ILE A 36 142. 904 
ILE A 36 144. 709 
ILE A 36 146. 775 
ILE A 36 144. 584 
ILE A 36 144. 560 
ILE A 36 143. 663 
ILE A 36 146. 620 
ILE A 36 145. 776 
ILE A 36 144. 989 
ILE A 36 142.384 
ILE A 36 142. 225 
ILE A 36 143. 276 
ARG A 37 148. 276 
ARG A 37 149.245 
ARG A 37 149.477 
ARG A 37 149. 185 
ARG A 37 150. 569 
ARG A 37 150.404 
ARG A 37 150. 291 
ARG A 37 149. 079 
ARG A 37 148.908 
ARG A 37 149. 866 
ARG A 37 147.775 
ARG A 37 148.478 



3.214 5.300 1.00 0.00 
3.363 6.478 1.00 0.00 
3.449 3.888 1.00 0.00 
2.715 3.011 1.00 0.00 
4.648 3.147 1.00 0.00 
3.583 2.573 1.00 0.00 
1.210 5.097 1.00 0.00 

2.215 3.445 1.00 0.00 
3.811 4.775 1.00 0.00 
2.354 2.122 1.00 0.00 
1.876 3.560 1.00 0.00 
4.385 2.734 1.00 0.00 
5.472 3.835 1.00 0.00 
4.936 2.351 1.00 0.00 
3.954 3.443 1.00 0.00 
2.999 1.970 1.00 0.00 
4.415 1.994 1.00 0.00 
3.661 4.804 1.00 0.00 
4.367 5.633 1.00 0.00 
5.782 5.116 1.00 0.00 
6.761 5.804 1.00 0.00 
3.602 5.672 1.00 0.00 
2.115 5.937 1.00 0.00 
1.823 '• 7.424 1.00 0.00 
2.397 8.006 1.00 0.00 
2.602 9.309 1.00 0.00 
2.280 10.170 1.00 0.00 
3.129 9.754 1.00 0.00 
3.510 3.857 1.00 0.00 
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ATOM 501 


HA 


ATOM 502 


1HB 


ATOM 503 


2HB 


ATOM 504 


1HG 


ATOM 505 


2HG 


ATOM 506 


1HD 


ATOM 507 


2HD 


ATOM 508 


HE 


ATOM 509 


1HH1 


ATOM 510 


2HH1 


ATOM 511 


1HH2 


ATOM 512 


2HH2 


ATOM 513 


N 


ATOM 514 


CA 


ATOM 515 


C 


ATOM 516 


0 


ATOM 517 


CB 


ATOM 518 


CG 


ATOM 519 


CD1 


ATOM 520 


CD2 


ATOM 521 


NE1 


ATOM 522 


CE2 


ATOM 523 


CE3 


ATOM 524 


CZ2 


ATOM 525 


CZ3 


ATOM 526 


CH2 


ATOM 527 


H 


ATOM 528 


HA 


ATOM 529 


1HB 



ARG A 37 148. 844 
ARG A 37 151.068 
ARG A 37 151.188 
ARG A 37 149. 508 
ARG A 37 151.261 
ARG A 37 150. 274 
ARG A 37 151. 152 
ARG A 37 148. 356 
ARG A 37 150. 722 
ARG A 37 149.730 
ARG A 37 147. 050 
ARG A 37 147. 646 
TRP A 38 150.004 
TRP A 38 150.274 
TRP A 38 149.557 
TRP A 38 149.618 
TRP A 38 151.783 
TRP A 38 152. 128 
TRP A 38 152. 387 
TRP A 38 152. 247 
TRP A 38 152. 659 
TRP A 38 152. 579 
TRP A 38 152. 104 
TRP A 38 152.771 
TRP A 38 152. 296 
TRP A 38 152. 625 
TRP A 38 150. 216 
TRP A 38 149.904 
TRP A 38 152. 247 



4.424 6.635 1.00 0.00 

3.724 4.723 1.00 0.00 

4.018 6.452 1.00 0.00 

1.768 5.443 1.00 0.00 

1.592 5.540 1.00 0.00 

0.753 7.568 1.00 0.00 

2.240 7.926 1.00 0.00 

2.643 7.392 1.00 0.00 

1.882 9.843 1.00 0.00 

2.437 11.149 1.00 0.00 

3.372 9.109 1.00 0.00 

3.282 10.734 1.00 0.00 

5.886 3.900 1.00 0.00 

7.185 3.294 1.00 0.00 

7.323 1.954 1.00 0.00 

6.430 1.110 1.00 0.00 

7.382 3.104 1.00 0.00 

8.579 2.267 1.00 0.00 

9.844 2.710 1.00 0.00 

8.620 0.840 1.00 0.00 

10.670 1.646 1.00 0.00 

9.941 0.486 1.00 0.00 

7.668 -0.174 1.00 0.00 

10.333 -0.836 1.00 0.00 

8.057 -1.486 1.00 0.00 

9.380 -1.807 1.00 0.00 

5.071 3.400 1.00 0.00 

7.945 3.964 1.00 0.00 

7.508 4.071 1.00 0.00 
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ATOM 530 
ATOM 531 
ATOM 532 
ATOM 533 
ATOM 534 
ATOM 535 
ATOM 536 
ATOM 537 
ATOM 538 
ATOM 539 
ATOM 540 
ATOM 541 
ATOM 542 
ATOM 543 
ATOM 544 
ATOM 545 
ATOM 546 
ATOM 547 
ATOM 548 
ATOM 549 
ATOM 550 
ATOM 551 
ATOM 552 
ATOM 553 
ATOM 554 
ATOM 555 
ATOM 556 
ATOM 557 
ATOM 558 



2HB TRP A 

HD1 TRP A 

HE1 TRP A 

HE3 TRP A 

HZ2 TRP A 

HZ3 TRP A 

HH2 TRP A 

N ILE A 



CA 
C 
0 
CB 



ILE A 
ILE A 
ILE A 
ILE A 
CGI ILE A 
CG2 ILE A 
CD1 ILE A 
H ILE A 
HA ILE A 
HB ILE A 
1HG1 ILE A 
2HG1 ILE A 
1HG2 ILE A 
2HG2 ILE A 
3HG2 ILE A 
1HD1 ILE A 
2HD1 ILE A 
3HD1 ILE A 
N GLY A 
CA GLY A 
C GLY A 



38 152.195 
38 152.376 
38 152.875 
38 151.850 
38 153.022 
38 152.189 

38 152.765 

39 148.889 
39 148.169 
39 148.631 
39 148.297 
39 146.647 
39 146.181 
39 145.911 
39 144.818 
39 148.887 
39 148.378 
39 146.427 
39 146.134 
39 146.891 
39 146.058 
39 144.856 
39 146.295 
39 144.725 
39 144.706 

39 144.052 

40 149.407 
40 149.906 
40 150.448 



6.507 2.623 1.00 0.00 
10.139 3.748 1.00 0.00 
11.623 1.706 1.00 0.00 
6.644 0.055 1.00 0.00 
11.349 -1.102 1.00 0.00 
7.335 -2.281 1.00 0.00 
9.638 -2.847 1.00 0.00 
8.456 1.765 1.00 0.00 
8.727 0.528 1.00 0.00 
10.044 -0.083 1.00 0.00 
11.119 0.414 1.00 0.00 
8.785 0.762 1.00 0.00 
7.562 1.554 1.00 0.00 
8.876 -0.567 1.00 0.00 
7.736 2.187 1.00 0.00 
9.132 2.475 1.00 0.00 
7.924 -0.165 1.00 0.00 
9.678 1.328 1.00 0.00 
6.710 0.893 1.00 0.00 
7.360 2.342 1.00 0.00 
9.857 -0.994 1.00 0.00 
8.708 -0.405 1.00 0.00 
8.127 -1.243 1.00 0.00 
8.742 2.569 1.00 0.00 
7.032 2.998 1.00 0.00 
7.559 1.446 1.00 0.00 
9.955 -1.159 1.00 0.00 
11.152 -1.808 1.00 0.00 
10.884 -3.197 1.00 0.00 
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ATOM 559 


0 


GLY A 


ATOM 560 


H 


GLY A 


ATOM 561 


1HA 


GLY A 


ATOM 562 


2HA 


GLY A 


ATOM 563 


N 


GLN A 


ATOM 564 


CA 


GLN A 


ATOM 565 


C 


GLN A 


ATOM 566 


0 


GLN A 


ATOM 567 


CB 


GLN A 


ATOM 568 


CG 


GLN A 


ATOM 569 


CD 


GLN A 


ATOM 570 


0E1 


GLN A 


ATOM 571 


NE2 


GLN A 


ATOM 572 


H 


GLN A 


ATOM 573 


HA 


GLN A 


ATOM 574 


1HB 


GLN A 


ATOM 575 


2HB 


GLN A 


ATOM 576 


1HG 


GLN A 


ATOM 577 


2HG 


GLN A 


ATOM 578 


1HE2 GLN A 


ATOM 579 


2HE2 GLN A 


ATOM 580 


N 


PRO A 


ATOM 581 


CA 


PRO A 


ATOM 582 


C 


PRO A 


ATOM 583 


0 


PRO A 


ATOM 584 


CB 


PRO A 


ATOM 585 


CG 


PRO A 


ATOM 586 


CD 


PRO A 


ATOM 587 


HA 


PRO A 



40 150.274 9.794 
40 149.646 9.072 
40 149.104 11.870 

40 150.693 11.572 

41 151.109 11.884 
41 151.683 11.763 
41 153.162 12.148 
41 153.506 13.302 
41 150.919 12.654 
41 149.411 12.488 
41 148.672 13.804 
41 148.635 14.607 
41 148.077 14.033 
41 151.213 12.728 
41 151.588 10.735 
41 151.157 13.685 
41 151.235 12.418 
41 149.090 11.832 
41 149.158 12.046 
41 148.148 13.349 

41 147.594 14.878 

42 154.062 11.187 
42 155.507 11.441 
42 155.892 12.546 
42 155.139 12.859 
42 156.107 10.102 
42 155.065 9.090 
42 153.749 9.784 
42 155.871 11.695 



-3.742 1.00 0.00 
-1.510 1.00 0.00 
-1.880 1.00 0.00 
-1.202 1.00 0.00 
-3.769 1.00 0.00 
-5.103 1.00 0.00 
-5.090 1.00 0.00 
-4.830 1.00 0.00 
-6.082 1.00 0.00 
-6.004 1.00 0.00 
-6.138 1.00 0.00 
-5.206 1.00 0.00 

-7.304 1.00 0.00 

-3.282 1.00 0.00 

-5.415 1.00 0.00 

-5.871 1.00 0.00 

-7.086 1.00 0.00 

-6.799 1.00 0.00 

-5.051 1.00 0.00 

-8.000 1.00 0.00 

-7.418 1.00 0.00 

-5.368 1.00 0.00 

-5.381 1.00 0.00 

-6.360 1.00 0.00 

-7.283 1.00 0.00 

-5.822 1.00 0.00 

-5.491 1.00 0.00 

-5.689 1.00 0.00 

-4.396 1.00 0.00 
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ATOM 588 1HB PROA 42 156.311 10.129 -6.882 1.00 0.00 

ATOM 589 2HB PROA 42 157.022 9.918 -5.279 1.00 0.00 

ATOM 590 1HG PROA 42 155.148 8.245 -6.157 1.00 0.00 

ATOM 591 2HG PROA 42 155.173 8.774 -4.464 1.00 0.00 

ATOM 592 1HD PROA 42 153.419 9.686 -6.713 1.00 0.00 

ATOM 593 2HD PROA 42 153.007 9.389 -5.010 1.00 0.00 

ATOM 594 N PROA 43 157.076 13.153 -6.172 1.00 0.00 

ATOM 595 CA PROA 43 157.559 14.227 -7.043 1.00 0.00 

ATOM 596 C PROA 43 157.974 13.715 -8.417 1.00 0.00 

ATOM 597 0 PROA 43 159.140 13.389 -8.642 1.00 0.00 

ATOM 598 CB PROA 43 158.771 14.776 -6.291 1.00 0.00 

ATOM 599 CG PROA 43 159.256 13.633 -5.468 1.00 0.00 

ATOM 600 CD PROA 43 158.034 12.839 -5.096 1.00 0.00 

ATOM 601 HA PROA 43 156.820 15.006 -7.159 1.00 0.00 

ATOM 602 1HB PROA 43 159.519 15.100 -7.000 1.00 0.00 

ATOM 603 2HB PROA 43 158.469 15.608 -5.673 1.00 0.00 

ATOM 604 1HG PROA 43 159.935 13.027 -6.048 1.00 0.00 

ATOM 605 2HG PROA 43 159.747 14.004 -4.580 1.00 0.00 

ATOM 606 1HD PROA 43 158.262 11.783 -5.079 1.00 0.00 

ATOM 607 2HD PROA 43 157.654 13.158 -4.137 1.00 0.00 

ATOM 608 N GLY A 44 157.015 13.646 -9.332 1.00 0.00 

ATOM 609 CA GLY A 44 157.304 13.172 -10.672 1.00 0.00 

ATOM 610 C GLY A 44 156.071 12.647 -11.380 1.00 0.00 

ATOM 611 0 GLY A 44 155.783 13.041 -12.510 1.00 0.00 

ATOM 612 H GLY A 44 156.104 13.919 -9.097 1.00 0.00 
ATOM 613 1HA GLY A 44 157.716 13.985 -11.248 1.00 0.00 
ATOM 614 2HA GLY A 44 158.035 12.380 -10.612 1.00 0.00 
ATOM 615 N LEU A 45 155.344 11.756 -10.716 1.00 0.00 
ATOM 616 CA LEU A 45 154.136 11.177 -11.291 1.00 0.00 
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ATOM 617 


C 


ATOM 618 


0 


ATOM 619 


CB 


ATOM 620 


CG 


ATOM 621 


CD1 


ATOM 622 


CD2 


ATOM 623 


H 


ATOM 624 


HA 


ATOM 625 


1HB 


ATOM 626 


2HB 


ATOM 627 


HG 


ATOM 628 


1HD1 


ATOM 629 


2HD1 


ATOM 630 


3HD1 


ATOM 631 


1HD2 


ATOM 632 


2HD2 


ATOM 633 


3HD2 


ATOM 634 


N 


ATOM 635 


CA 


ATOM 636 


C 


ATOM 637 


0 


ATOM 638 


CB 


ATOM 639 


CG 


ATOM 640 


0D1 


ATOM 641 


ND2 


ATOM 642 


H 


ATOM 643 


HA 


ATOM 644 


1HB 


ATOM 645 


2HB 



LEU A 45 152.926 
LEU A 45 152.826 
LEU A 45 154.307 
LEU A 45 154. 840 
LEU A 45 154.467 
LEU A 45 156.350 
LEU A 45 155. 624 
LEU A 45 153. 977 
LEU A 45 153.346 
LEU A 45 154. 989 
LEU A 45 154. 389 
LEU A 45 153. 870 
LEU A 45 153. 901 
LEU A 45 155. 365 
LEU A 45 156. 683 
LEU A 45 156. 836 
LEU A 45 156. 602 
ASN A 46 152.008 
ASN A 46 150. 810 
ASN A 46 149.846 
ASN A 46 149.218 
ASN A 46 150. 123 
ASN A 46 149. 380 
ASN A 46 149.955 
ASN A 46 148.095 
ASN A 46 152. 139 
ASN A 46 151. 108 
ASN A 46 150.868 
ASN A 46 149.417 



11.462 -10.410 1.00 0.00 
10.948 -9.296 1.00 0.00 
9.668 -11.472 1.00 0.00 
8.927 -10.245 1.00 0.00 
7.451 -10.307 1.00 0.00 
9.096 -10.132 1.00 0.00 
11.483 -9.816 1.00 0.00 
11.632 -12.258 1.00 0.00 
9.248 -11.733 1.00 0.00 
9.500 -12.292 1.00 0.00 
9.345 -9.357 1.00 0.00 
7.266 -11.188 1.00 0.00 
7.186 -9.427 1.00 0.00 
6.852 -10.350 1.00 0.00 
9.843 -10.837 1.00 0.00 
8.157 -10.349 1.00 0.00 
9.408 -9.130 1.00 0.00 
12.282 -10.911 1.00 0.00 
12. 622 -10. 156 1. 00 0. 00 
11.443 -10.124 1.00 0.00 
11.110 -11.130 1.00 0.00 
13.843 -10.773 1.00 0.00 
14.670 -9.743 1.00 0.00 
15.100 -8.743 1.00 0.00 
14.900 -9.984 1.00 0.00 
12.664 -11.804 1.00 0.00 
12.858 -9.146 1.00 0.00 
14.469 -11.241 1.00 0.00 
13.511 -11.519 1.00 0.00 
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ATOM 646 1HD2 ASN A 46 147.703 14.526 -10.801 1.00 0.00 

ATOM 647 2HD2 ASN A 46 147.590 15.433 -9.335 1.00 0.00 

ATOM 648 N GLU A 47 149.734 10.813 -8.9611.00 0.00 

ATOM 649 CA GLU A 47 148.848 9.668 -8.790 1.00 0.00 

ATOM 650 C GLU A 47 148.661 9.345 -7.312 1.00 0.00 

ATOM 651 0 GLU A 47 149.627 9.062 -6.604 1.00 0.00 

ATOM 652 CB GLU A 47 149.405 8.446 -9.525 1.00 0.00 

ATOM 653 CG GLU A 47 150.918 8.314 -9.439 1.00 0.00 

ATOM 654 CD GLU A 47 151.479 7.357 -10.472 1.00 0.00 

ATOM 655 0E1 GLU A 47 151.460 7.702 -11.672 1.00 0.00 

ATOM 656 0E2 GLU A 47 151.937 6.263 -10.082 1.00 0.00 

ATOM 657 H GLU A 47 150.262 11.125 -8.197 1.00 0.00 

ATOM 658 HA GLU A 47 147.889 9.926 -9.214 1.00 0.00 

ATOM 659 1HB GLU A 47 148.964 7.555 -9.103 1.00 0.00 

ATOM 660 2HB GLU A 47 149.131 8.513 -10.568 1.00 0.00 

ATOM 661 1HG GLU A 47 151.360 9.285 -9.592 1.00 0.00 

ATOM 662 2HG GLU A 47 151.180 7.952 -8,455 1.00 0.00 

ATOM 663 N VAL A 48 147.416 9.382 -6.8511.00 0.00 

ATOM 664 CA VAL A 48 147.116 9.085 -5.457 1.00 0.00 

ATOM 665 C VAL A 48 147.475 7.642 -5.124 1.00 0.00 

ATOM 666 0 VAL A 48 146.726 6.717 -5.438 1.00 0.00 
ATOM 667 CB VAL A 48 145.629 9.320 -5.137 1.00 0.00 
ATOM 668 CGI VAL A 48 145.378 9.198 -3.642 1.00 0.00 
ATOM 669 CG2 VAL A 48 145.180 10.679 -5.652 1.00 0.00 
ATOM 670 H VAL A 48 146.684 9.609 -7.462 1.00 0.00 
ATOM 671 HA VAL A 48 147.709 9.745 -4.840 1.00 0.00 
ATOM 672 HB VAL A 48 145.048 8.560 -5.639 1.00 0.00 
ATOM 673 1HG1VALA 48 144.420 9.634 -3.401 1.00 0.00 
ATOM 674 2HG1 VAL A 48 146.156 9.719 -3.103 1.00 0.00 
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ATOM 675 
ATOM 676 
ATOM 677 
ATOM 678 
ATOM 679 
ATOM 680 
ATOM 681 
ATOM 682 
ATOM 683 
ATOM 684 
ATOM 685 
ATOM 686 
ATOM 687 
ATOM 688 
ATOM 689 
ATOM 690 
ATOM 691 
ATOM 692 
ATOM 693 
ATOM 694 
ATOM 695 
ATOM 696 
ATOM 697 
ATOM 698 
ATOM 699 
ATOM 700 
ATOM 701 
ATOM 702 
ATOM 703 



3HG1 VAL A 
1HG2 VAL A 
2HG2 VAL A 
3HG2 VAL A 
N LEU A 
CA LEU A 



C LEU A 
0 LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N ALA A 



CA 

C 

0 

CB 
H 



ALA A 
ALA A 
ALA A 
ALA A 
ALA A 



48 145.381 
48 144.227 
48 145.083 

48 145.912 

49 148.629 
49 149.088 
49 148.955 
49 149.633 
49 150.544 
49 150.801 
49 152.275 
49 150.342 
49 149.185 
49 148.470 
49 151.153 
49 150.854 
49 150.237 
49 152.707 
49 152.376 
49 152.788 
49 151.185 
49 149.921 

49 149.593 

50 148.077 
50 147.856 
50 148.756 
50 148.624 
50 146.395 
50 147.565 



8.155 -3.360 1.00 0.00 
10.934 -5.213 1.00 0.00 
10.644 -6.726 1.00 0.00 
11.426 -5.381 1.00 0.00 
7.455 -4.492 1.00 0.00 
6.123 -4.122 1.00 0.00 
5.904 -2.621 1.00 0.00 
6.554 -1.825 1.00 0.00 
5.923 -4.550 1.00 0.00 
6.069 -6.051 1.00 0.00 
6.335 -6.317 1.00 0.00 
4.822 -6.793 1.00 0.00 
8.231 -4.270 1.00 0.00 
5.404 -4.636 1.00 0.00 
6.649 -4.030 1.00 0.00 
4.935 -4.249 1.00 0.00 
6.910 -6.427 1.00 0.00 
6.843 -5.468 1.00 0.00 
6.954 -7.197 1.00 0.00 
5.398 -6.475 1.00 0.00 
4.165 -6.951 1.00 0.00 
5.104 -7.746 1.00 0.00 
4.311 -6.206 1.00 0.00 
4.984 -2.240 1.00 0.00 
4.682 -0.832 1.00 0.00 
3.542 -0.369 1.00 0.00 
2.408 -0.830 1.00 0.00 
4.337 -0.589 1.00 0.00 
4.497 -2.920 1.00 0.00 
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mm 


2 0 0 2 


-236 


ATOM 704 


HA 


ALA A 


50 


148. 093 


5.570 


ATOM 705 


1HB 


ALA A 


50 


145.792 


4.740 


ATOM 706 


2HB 


ALA A 


50 


146.077 


4.763 


ATOM 707 


3HB 


ALA A 


50 


146. 278 


3.265 


ATOM 708 


N 


GLY A 


51 


149. 671 


3.850 


ATOM 709 


CA 


GLY A 


51 


150.578 


2.839 


ATOM 710 


C 


GLY A 


51 


149. 878 


1.821 


ATOM 711 


0 


GLY A 


51 


149. 350 


2.162 


ATOM 712 


H 


GLY A 


51 


149.730 


4.770 


ATOM 713 


1HA 


GLY A 


51 


151. 034 


2.326 


ATOM 714 


2HA 


GLY A 


51 


151. 352 


3.324 


ATOM 715 


N 


LEU A 


52 


149. 873 


0.567 


ATOM 716 


CA 


LEU A 


52 


149. 232 


-0. 504 


ATOM 717 


C 


LEU A 


52 


150. 270 


-1.379 


ATOM 718 


0 


LEU A 


52 


151. 305 


-1.710 


ATOM 719 


CB 


LEU A 


52 


148. 365 


-1.360 


ATOM 720 


CG 


LEU A 


52 


147. 140 


-0. 650 


ATOM 721 


CDl 


LEU A 


52 


146. 534 


-1.469 


ATOM 722 


CD2 


LEU A 


52 


146. 108 


-0. 394 


ATOM 723 


H 


LEU A 


52 


150.311 


0.356 


ATOM 724 


HA 


LEU A 


52 


148. 601 


-0. 050 


ATOM 725 


1HB 


LEU A 


52 


148. 980 


-1.701 


ATOM 726 


2HB 


LEU A 


52 


148. 024 


-2.221 


ATOM 727 


HG 


LEU A 


52 


147.444 


0.305 


ATOM 728 


1HD1 LEU A 


52 


145. 929 


-0.828 


ATOM 729 


2HD1 LEU A 


52 


145. 918 


-2. 253 


ATOM 730 


3HD1 LEU A 


52 


147. 324 


-1.906 


ATOM 731 


1HD2 LEU A 


52 146.587 


0.078 


ATOM 732 


2HD2 LEU A 


52 


145. 673 


-1.332 
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-0.265 1. 
-1.389 1. 

0.352 1. 
-0.556 1. 

0.545 1. 

1.056 1. 

1.933 1. 

2.991 1. 

0.876 1. 

0.221 1. 

1.631 1. 

1.494 1. 

2.247 1. 

2.943 1. 

2.364 1. 

1.322 1. 

0.742 1. 
-0.388 1. 

1.830 1. 

0.643 1. 

2.997 1. 

0.501 1. 

1.876 1. 

0.336 1. 
-1.012 1. 

0.027 1. 
-0.979 1 

2.675 1 

2.141 1 



00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
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ATOM 733 


3HD2 LEU A 


ATOM 734 


N 


GLU A 


ATOM 735 


CA 


GLU A 


ATOM 736 


C 


GLU A 


ATOM 737 


0 


GLU A 


ATOM 738 


CB 


GLU A 


ATOM 739 


CG 


GLU A 


ATOM 740 


CD 


GLU A 


ATOM 741 


0E1 


GLU A 


ATOM 742 


0E2 


GLU A 


ATOM 743 


H 


GLU A 


ATOM 744 


HA 


GLU A 


ATOM 745 


1HB 


GLU A 


ATOM 746 


2HB 


GLU A 


ATOM 747 


IHG 


GLU A 


ATOM 748 


2HG 


GLU A 


ATOM 749 


N 


LEU A 


ATOM 750 


CA 


LEU A 


ATOM 751 


C 


LEU A 


ATOM 752 


0 


LEU A 


ATOM 753 


CB 


LEU A 


ATOM 754 


CG 


LEU A 


ATOM 755 


CDl 


LEU A 


ATOM 756 


CD2 


LEU A 


ATOM 757 


H 


LEU A 


ATOM 758 


HA 


LEU A 


ATOM 759 


1HB 


LEU A 


ATOM 760 


2HB 


LEU A 


ATOM 761 


HG 


LEU A 



52 145.334 0.254 

53 149.985 -1.750 
53 150.892 -2.587 
53 150.367 -4.015 
53 149.392 -4.282 
53 151.084 -2.006 
53 152.053 -2.799 
53 151.694 -2.758 
53 152.597 -2.965 
53 150.510 -2.518 
53 149.143 -1.454 
53 151.846 -2.599 
53 151.457 -0.996 
53 150.127 -1.982 
53 152.046 -3.828 

53 153.045 -2.389 

54 151.021 -4.929 
54 150.618 -6.331 
54 150.983 -6.997 
54 152.069 -6.783 
54 151.282 -7.078 
54 151.184 -6.382 
54 152.187 -6.976 
54 149.771 -6.491 
54 151.791 -4.655 
54 149.547 -6.369 
54 152.327 -7.213 
54 150.821 -8.050 
54 151.417 -5.334 



1.447 1.00 0.00 
4.187 1.00 0.00 
4.962 1.00 0.00 
5.058 1.00 0.00 
5.759 1.00 0.00 
6.365 1.00 0.00 
7.225 1.00 0.00 
8.697 1.00 0.00 
9.535 1.00 0.00 
9.013 1.00 0.00 
4.594 1.00 0.00 
4.455 1.00 0.00 
6.276 1.00 0.00 
6.865 1.00 0.00 
6.898 1.00 0.00 
7.100 1.00 0.00 
4.348 1.00 0.00 
4.353 1.00 0.00 
5.676 1.00 0.00 
6.212 1.00 0.00 
3.194 1.00 0.00 
1.835 1.00 0.00 
0.859 1.00 0.00 
1.283 1.00 0.00 
3.808 1.00 0.00 
4.227 1.00 0.00 
3.433 1.00 0.00 
3.109 1.00 0.00 
1.957 1.00 0.00 
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ATOM 762 


1HD1 LEU A 


ATOM 763 


2HD1 LEU A 


ATOM 764 


3HD1 LEU A 


ATOM 765 


1HD2 LEU A 


ATOM 766 


2HD2 LEU A 


ATOM 767 


3HD2 LEU A 


ATOM 768 


N 


GLU A 


ATOM 769 


CA 


GLU A 


ATOM 770 


C 


GLU A 


ATOM 771 


0 


GLU A 


ATOM 772 


CB 


GLU A 


ATOM 773 


CG 


GLU A 


ATOM 774 


CD 


GLU A 


ATOM 775 . 


0E1 


GLU A 


ATOM 776 


0E2 


GLU A 


ATOM 777 


H 


GLU A 


ATOM 778 


HA 


GLU A 


ATOM 779 


1HB 


GLU A 


ATOM 780 


2HB 


GLU A 


ATOM 781 


1HG 


GLU A 


ATOM 782 


2HG 


GLU A 


ATOM 783 


N 


ASP A 


ATOM 784 


CA 


ASP A 


ATOM 785 


C 


ASP A 


ATOM 786 


0 


ASP A 


ATOM 787 


CB 


ASP A 


ATOM 788 


CG 


ASP A 


ATOM 789 


0D1 


ASP A 


ATOM 790 


0D2 


ASP A 



54 151.706 
54 153.012 
54 152.555 
54 149.795 
54 149.156 

54 149.359 

55 150.065 
55 150.290 
55 151.347 
55 152.090 
55 148.983 
55 147.843 
55 147.017 
55 147.071 
55 146.318 
55 149.218 
55 150.642 
55 148.683 
55 149.154 
55 148.254 

55 147.198 

56 151.406 
56 152.372 
56 153.664 
56 153.650 
56 151.781 
56 150.691 
56 149.769 
56 150.759 



-7.745 0.272 1.00 0.00 

-7.406 1.407 1.00 0.00 

-6.200 0.205 1.00 0.00 

-6.380 0.209 1.00 0.00 

-5.713 1.712 1.00 0.00 

-7.457 1.536 1.00 0.00 

-7.806 6.197 1.00 0.00 

-8.504 7.458 1.00 0.00 

-9.593 7.295 1.00 0.00 

-9.894 8.229 1.00 0.00 

-9.117 7.965 1.00 0.00 

-8.118 8.067 1.00 0.00 

-8.302 9.326 1.00 0.00 

-9.401 9.916 1.00 0.00 

-7.346 9.722 1.00 0.00 

-7.937 5.723 1.00 0.00 

-7.782 8.179 1.00 0.00 

-9.906 7.291 1.00 0.00 

-9.538 8.945 1.00 0.00 

-7.120 8.069 1.00 0.00 

-8.239 7.210 1.00 0.00 

-10.179 6.103 1.00 0.00 

-11.234 5.818 1.00 0.00 

-10.651 5.256 1.00 0.00 

-9.931 4.258 1.00 0.00 

-12.241 4.830 1.00 0.00 

-13.091 5.453 1.00 0.00 

-13.504 4.718 1.00 0.00 

-13.342 6.674 1.00 0.00 
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ATOM 791 
ATOM 792 
ATOM 793 
ATOM 794 
ATOM 795 
ATOM 796 
ATOM 797 
ATOM 798 
ATOM 799 
ATOM 800 
ATOM 801 
ATOM 802 
ATOM 803 
ATOM 804 
ATOM 805 
ATOM 806 
ATOM 807 
ATOM 808 
ATOM 809 
ATOM 810 
ATOM 811 
ATOM 812 
ATOM 813 
ATOM 814 
ATOM 815 
ATOM 816 
ATOM 817 
ATOM 818 
ATOM 819 



H ASP A 
HA ASP A 
1HB ASP A 
2HB ASP A 
N GLU A 
CA GLU A 
C GLU A 
0 GLU A 
CB GLU A 
CG GLU A 
CD GLU A 
0E1 GLU A 
0E2 GLU A 
H GLU A 
HA GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 
N CYS A 
CA CYS A 
C CYS A 



0 CYS A 

CB CYS A 

SG CYS A 
CYS A 

HA CYS A 

1HB CYS A 

2HB CYS A 



H 



56 150.786 
56 152.593 
56 151.362 

56 152.566 

57 154.781 
57 156.083 
57 156.427 
57 156.851 
57 157.167 
57 157.113 
57 157.985 
57 158.567 
57 158.086 
57 154.728 
57 156.033 
57 157.056 
57 158.135 
57 157.448 

57 156.092 

58 156.242 
58 156.533 
58 157.946 
58 158.303 
58 155.516 
58 154.053 
58 155.901 
58 156.460 
58 155.181 
58 155.991 



-9.895 5.399 1.00 0.00 

-11.741 6.745 1.00 0.00 

-11.708 3.990 1.00 0.00 

-12.895 4.480 1.00 0.00 

-10.966 5.905 1.00 0.00 

-10.474 5.470 1.00 0.00 

-10.999 4.080 1.00 0.00 

-12.145 3.927 1.00 0.00 

-10.886 6.467 1.00 0.00 

-10.116 7.776 1.00 0.00 

-10.733 8.852 1.00 0.00 

-9.973 9.653 1.00 0.00 

-11.977 8.892 1.00 0.00 

-11.545 6.694 1.00 0.00 

-9.396 5.431 1.00 0.00 

-11.937 6.687 1.00 0.00 

-10.721 6.017 1.00 0.00 

-9.105 7.599 1.00 0.00 

-10.099 8.127 1.00 0.00 

-10.156 3.070 1.00 0.00 

-10.535 1.693 1.00 0.00 

-10.114 1.300 1.00 0.00 

-8.939 1.397 1.00 0.00 

-9.904 0.742 1.00 0.00 

-10.924 0.443 1.00 0.00 

-9.256 3.256 1.00 0.00 

-11.611 1.623 1.00 0.00 

-8.965 1.156 1.00 0.00 

-9.722 -0.212 1.00 0.00 



ffifiE# 2003-3083148 
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^-v: 282/ 



ATOM 820 


HG 


CYS A 


58 


153. 934 


-10.999 


-0.506 1.00 0.00 


ATOM 821 


N 


ALA A 


59 


158. 744 


-11.079 


0.855 1.00 0.00 


ATOM 822 


CA 


ALA A 


59 


160.117 


-10. 807 


0.448 1.00 0.00 


ATOM 823 


C 


ALA A 


59 


160. 156 


-9. 970 


-0.826 1.00 0.00 


ATOM 824 


0 


ALA A 


59 


159.813 


-10.450 


-1.907 1.00 0.00 


ATOM 825 


CB 


ALA A 


59 


160. 876 


-12.111 


0.249 1.00 0.00 


ATOM 826 


H 


ALA A 


59 


158.402 


-11.995 


0.801 1.00 0.00 


ATOM 827 


HA 


ALA A 


59 


160. 598 


-10.256 


1.243 1.00 0.00 


ATOM 828 


1HB 


ALA A 


59 


160. 889 


-12.363 


-0.801 1.00 0.00 


ATOM 829 


2HB 


ALA A 


59 


160.387 


-12.900 


0.802 1.00 0.00 


ATOM 830 


3HB 


ALA A 


59 


161.889 


-11.995 


0.605 1.00 0.00 


ATOM 831 


N 


GLY A 


60 


160. 576 


-8.716 


-0.692 1.00 0.00 


ATOM 832 


CA 


GLY A 


60 


160.651 


-7. 832 


-1.840 1.00 0.00 


ATOM 833 


C 


GLY A 


60 


160.053 


-6.468 


-1.563 1.00 0.00 


ATOM 834 


0 


GLY A 


60 


160.466 


-5.470 


-2.152 1.00 0.00 


ATOM 835 


H 


GLY A 


60 


160. 836 


-8. 388 


0.194 1.00 0.00 


ATOM 836 


1HA 


GLY A 


60 


161.688 


-7.708 


-2.117 1.00 0.00 


ATOM 837 


2HA 


GLY A 


60 


160. 122 


-8.286 


-2.665 1.00 0.00 


ATOM 838 


N 


CYS A 


61 


159.074 


-6.425 


-0.664 1.00 0.00 


ATOM 839 


CA 


CYS A 


61 


158.416 


-5. 173 


-0.311 1.00 0.00 


ATOM 840 


C 


CYS A 


61 


159.344 


-4.284 


0.510 1.00 0.00 


ATOM 841 


0 


CYS A 


61 


160.455 


-4. 683 


0.860 1.00 0.00 


ATOM 842 


CB 


CYS A 


61 


157. 132 


-5.451 


0.472 1.00 0.00 


ATOM 843 


SG 


CYS A 


61 


156. 021 


-6. 631 


-0.329 1.00 0.00 


ATOM 844 


H 


CYS A 


61 


158.788 


-7.255 


-0.229 1.00 0.00 


ATOM 845 


HA 


CYS A 


61 


158. 164 


-4.661 


-1.227 1.00 0.00 


ATOM 846 


1HB 


CYS A 


61 


157.389 


-5.850 


1.442 1.00 0.00 


ATOM 847 


2HB 


CYS A 


61 


156.591 


-4.525 


0.602 1.00 0.00 


ATOM 848 


HG 


CYS A 


61 


155. 639 


-7. 189 


0.354 1.00 0.00 



ffiUE# 2003-3083148 



#® 2002-236129 ^-v: 283/ 



ATOM 849 


N 


THR A 


ATOM 850 


CA 


THR A 


ATOM 851 


C 


THR A 


ATOM 852 


0 


THR A 


ATOM 853 


CB 


THR A 


ATOM 854 


OGl 


THR A 


ATOM 855 


CG2 


THR A 


ATOM 856 


H 


THR A 


ATOM 857 


HA 


THR A 


ATOM 858 


HB 


THR A 


ATOM 859 


HG1 


THR A 


ATOM 860 


1HG2 THR A 


ATOM 861 


2HG2 THR A 


ATOM 862 


3HG2 THR A 


ATOM 863 


N 


ASP A 


ATOM 864 


CA 


ASP A 


ATOM 865 


C 


ASP A 


ATOM 866 


0 


ASP A 


ATOM 867 


CB 


ASP A 


ATOM 868 


CG 


ASP A 


ATOM 869 


ODl 


ASP A 


ATOM 870 


0D2 


ASP A 


ATOM 871 


H 


ASP A 


ATOM 872 


HA 


ASP A 


ATOM 873 


1HB 


ASP A 


ATOM 874 


2HB 


ASP A 


ATOM 875 


N 


GLY A 


ATOM 876 


CA 


GLY A 


ATOM 877 


C 


GLY A 



62 158.881 -3.076 

62 159.669 -2,129 

62 159.163 -2.056 

62 158.177 -2.701 

62 159.619 -0.742 

62 158.314 -0.454 

62 160.573 -0.585 

62 157.987 -2.815 

62 160.691 -2.476 

62 159.881 -0.003 

62 157. 782 -0. 107 

62 160.889 -1.560 

62 161.435 -0.018 

62 160.076 -0.066 

63 159.847 -1.268 
63 159.467 -1.109 
63 158.836 0.257 
63 158.965 0.829 
63 160.689 -1.287 
63 161.787 -0.290 
63 162.647 -0.600 
63 161.789 0.801 
63 160.625 -0.779 
63 158.743 -1.875 
63 160.388 -1.156 

63 161.083 -2.284 

64 158. 152 0. 775 
64 157.511 2.071 
64 158.215 3.146 



0.816 1.00 0.00 
1.596 1.00 0.00 
3.034 1.00 0.00 
3.389 1.00 0.00 
0.955 1.00 0.00 
0.483 1.00 0.00 
-0.208 1.00 0.00 
0.509 1.00 0.00 
1.603 1.00 0.00 
1.699 1.00 0.00 
1.204 1.00 0.00 
-0.549 1.00 0.00 
0.108 1.00 0.00 
-1.014 1.00 0.00 
3.857 1.00 0.00 
5.255 1.00 0.00 
5.497 1.00 0.00 
6.578 1.00 0.00 
6.160 1.00 0.00 
5.849 1.00 0.00 
4.998 1.00 0.00 
6.458 1.00 0.00 
3.514 1.00 0.00 
5.490 1.00 0.00 
7.188 1.00 0.00 
6.029 1.00 0.00 
4.482 1.00 0.00 
4.603 1.00 0.00 
3.799 1.00 0.00 

ffliE# 2003-3083148 
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^-v 5 : 284/ 



ATOM 878 


0 


GLY A 


64 


158.375 


ATOM 879 


H 


GLY A 


64 


158.083 


ATOM 880 


1HA 


GLY A 


64 


156.490 


ATOM 881 


2HA 


GLY A 


64 


157.505 


ATOM 882 


N 


THR A 


65 158.638 


ATOM 883 


CA 


THR A 


65 


159. 329 


ATOM 884 


C 


THR A 


65 


158.943 


ATOM 885 


0 


THR A 


65 


159.044 


ATOM 886 


CB 


THR A 


65 


160. 844 


ATOM 887 


0G1 


THR A 


65 


161.250 


ATOM 888 


CG2 


THR A 


65 


161.338 


ATOM 889 


H 


THR A 


65 


158.481 


ATOM 890 


HA 


THR A 


65 159.034 


ATOM 891 


HB 


THR A 


65 


161.334 


ATOM 892 


HGl 


THR A 


65 


160.827 


ATOM 893 


1HG2 THR A 


65 


160. 554 


ATOM 894 


2HG2 THR A 


65 


162. 197 


ATOM 895 


3HG2 THR A 


65 


161.619 


ATOM 896 


N 


PHE A 


66 


158. 503 


ATOM 897 


CA 


PHE A 


66 


158. 101 


ATOM 898 


C 


PHE A 


66 


159. 101 


ATOM 899 


0 


PHE A 


66 159.198 


ATOM 900 


CB 


PHE A 


66 


156. 705 


ATOM 901 


CG 


PHE A 


66 


156. 083 


ATOM 902 


CDl 


PHE A 


66 


155. 689 


ATOM 903 


CD2 


PHE A 


66 


155. 893 


ATOM 904 


CE1 


PHE A 


66 


155. 116 


ATOM 905 


CE2 


PHE A 


66 


155. 321 


ATOM 906 


CZ 


PHE A 


66 154.932 



4.274 4.263 1.00 0.00 

0.274 3.642 1.00 0.00 

1.989 4.257 1.00 0.00 

2.362 5.643 1.00 0.00 

2.795 2.589 1.00 0.00 

3.737 1.717 1.00 0.00 

3.515 0.260 1.00 0.00 

2.402 -0.257 1.00 0.00 

3.600 1.884 1.00 0.00 

2.258 1.686 1.00 0.00 

4.034 3.246 1.00 0.00 

1.880 2.275 1.00 0.00 

4.734 2.008 1.00 0.00 

4.215 1.143 1.00 0.00 

1.907 0.900 1.00 0.00 

4.569 3.761 1.00 0.00 

4.679 3.129 1.00 0.00 

3.164 3.822 1.00 0.00 

4.581 -0.399 1.00 0.00 

4.504 -1.799 1.00 0.00 

5.230 -2.694 1.00 0.00 

6.457 -2.665 1.00 0.00 

5.101 -1.985 1.00 0.00 

4.770 -3.311 1.00 0.00 

5.778 -4.177 1.00 0.00 

3.452 -3.692 1.00 0.00 

5.476 -5.398 1.00 0.00 

3.144 -4.912 1.00 0.00 

4.158 -5.766 1.00 0.00 



mf£# 2003-3083148 



#H 2002-236129 
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ATOM 907 
ATOM 908 
ATOM 909 
ATOM 910 
ATOM 911 
ATOM 912 
ATOM 913 
ATOM 914 
ATOM 915 
ATOM 916 
ATOM 917 
ATOM 918 
ATOM 919 
ATOM 920 
ATOM 921 
ATOM 922 
ATOM 923 
ATOM 924 
ATOM 925 
ATOM 926 
ATOM 927 
ATOM 928 
ATOM 929 
ATOM 930 
ATOM 931 
ATOM 932 
ATOM 933 
ATOM 934 
ATOM 935 



H PHE A 
HA PHE A 
1HB PHE A 
2HB PHE A 
HD1 PHE A 
HD2 PHE A 
HE1 PHE A 
HE2 PHE A 
HZ PHE A 
N ARG A 
CA ARG A 
ARG A 
ARG A 
ARG A 



C 
0 

CB 
CG 
CD 
NE 
CZ 



ARG A 
ARG A 
ARG A 
ARG A 
NH1 ARG A 
NH2 ARG A 
H ARG A 
HA ARG A 
1HB ARG A 
2HB ARG A 
1HG ARG A 
2HG ARG A 
1HD ARG A 
2HD ARG A 
HE ARG A 



66 158.446 
66 158.077 
66 156.055 
66 156.768 
66 155.833 
66 156.196 
66 154.813 
66 155.178 

66 154.485 

67 159.843 
67 160.835 
67 161.898 
67 162.370 
67 160.158 
67 158.907 
67 158.567 
67 157.502 
67 157.666 
67 158.849 
67 156.644 
67 159.719 
67 161.311 
67 159.886 
67 160.859 
67 159.071 
67 158.080 
67 158.248 
67 159.452 
67 156.618 



5.442 0.066 1.00 0.00 
3.461 -2.080 1.00 0.00 
4.726 -1.211 1.00 0.00 
6.176 -1.906 1.00 0.00 
6.809 -3.891 1.00 0.00 
2.659 -3.026 1.00 0.00 
6.271 -6.064 1.00 0.00 
2.112 -5.197 1.00 0.00 
3.919 -6.720 1.00 0.00 
4.465 -3.487 1.00 0.00 
5.035 -4.390 1.00 0.00 
5.807 -3.615 1.00 0.00 
6.853 -4.062 1.00 0.00 
5.956 -5.408 1.00 0.00 
5.359 -6.030 1.00 0.00 
6.031 -7.350 1.00 0.00 
5.330 -8.063 1.00 0.00 
4.161 -8.677 1.00 0.00 
3.558 -8.668 1.00 0.00 
3.591 -9.302 1.00 0.00 
3.493 -3.465 1.00 0.00 
4.220 -4.917 1.00 0.00 
6.877 -4.916 1.00 0.00 
6.174 -6.199 1.00 0.00 
4.306 -6.206 1.00 0.00 
5.488 -5.346 1.00 0.00 
7.043 -7.152 1.00 0.00 
6.048 -7.969 1.00 0.00 
5.753 -8.086 1.00 0.00 



tBSE# 2003-3083148 
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: 286/ 



ATOM 936 


1HH1 


ARG A 


67 159.623 


3.982 


ATOM 937 


2HH1 


ARG A 


67 158.966 


2.679 


ATOM 938 


1HH2 


ARG A 


67 155.752 


4.040 


ATOM 939 


2HH2 


ARG A 


67 156.767 


2.712 


ATOM 940 


N 


GLY A 


68 162.269 


5.284 


ATOM 941 


CA 


GLY A 


68 163.274 


5.938 


ATOM 942 


C 


GLY A 


68 162.724 


7.136 


ATOM 943 


0 


GLY A 


68 163.458 


8.076 


ATOM 944 


H 


GLY A 


68 161.859 


4.449 


ATOM 945 


1HA 


GLY A 


68 163.658 


5.225 


ATOM 946 


2HA 


GLY A 


68 164.084 


6.265 


ATOM 947 


N 


THR A 


69 161.430 


7.102 


ATOM 948 


CA 


THR A 


69 160.783 


8.193 


ATOM 949 


C 


THR A 


69 159.899 


7.658 


ATOM 950 


0 


THR A 


69 158.746 


7.291 


ATOM 951 


CB 


THR A 


69 159.948 


9.040 


ATOM 952 


0G1 


THR A 


69 160.661 


9.285 


ATOM 953 


CG2 


THR A 


69 159.546 


10.380 


ATOM 954 


H 


THR A 


69 160.897 


6.324 


ATOM 955 


HA 


THR A 


69 161.556 


8.811 


ATOM 956 


HB 


THR A 


69 159.044 


8.501 


ATOM 957 


HG1 


THR A 


69 160.425 


8.623 


ATOM 958 


1HG2 THR A 


69 159.640 


11. 143 


ATOM 959 


2HG2 THR A 


69 160.189 


10.619 


ATOM 960 


3HG2 THR A 


69 158.521 


10.334 


ATOM 961 


N 


ARG A 


70 160.448 


7.616 


ATOM 962 


CA 


ARG A 


70 159.709 


7.125 


ATOM 963 


C 


ARG A 


70 158.552 


8.058 


ATOM 964 


0 


ARG A 


70 158.739 


9.263 



-8.199 1.00 0.00 
-9.131 1.00 0.00 
-9.312 1.00 0.00 
-9.763 1.00 0.00 
-2.451 1.00 0.00 
-1.632 1.00 0.00 
-0.883 1.00 0.00 
-0.580 1.00 0.00 
-2.145 1.00 0.00 
-0.917 1.00 0.00 
-2.268 1.00 0.00 
-0.584 1.00 0.00 
0.133 1.00 0.00 
1.256 1.00 0.00 
1.030 1.00 0.00 
-0.828 1.00 0.00 
-2.028 1.00 0.00 
-0.251 1.00 0.00 
-0.852 1.00 0.00 
0.565 1.00 0.00 
-1.074 1.00 0.00 
-2.681 1.00 0.00 
-1.010 1.00 0.00 
0.583 1.00 0.00 
0.087 1.00 0.00 
2.465 1.00 0.00 
3.623 1.00 0.00 
3.966 1.00 0.00 
4.126 1.00 0.00 



fcBfE# 2003-3083148 
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ATOM 965 


CB 


ARG A 


70 


160. 641 


6.985 


ATOM 966 


CG 


ARG A 


70 159.945 


6.478 


ATOM 967 


CD 


ARG A 


70 


159.718 


7.595 


ATOM 968 


NE 


ARG A 


70 


160. 355 


7.311 


ATOM 969 


CZ 


ARG A 


70 


161.654 


7.482 


ATOM 970 


NH1 


ARG A 


70 


162.457 


7.933 


ATOM 971 


NH2 


ARG A 


70 


162. 152 


7.201 


ATOM 972 


H 


ARG A 


70 


161.371 


7.922 


ATOM 973 


HA 


ARG A 


70 


159. 310 


6.153 


ATOM 974 


1HB 


ARG A 


70 


161.433 


6.293 


ATOM 975 


2HB 


ARG A 


70 


161.075 


7.949 


ATOM 976 


1HG 


ARG A 


70 


158. 990 


6.057 


ATOM 977 


2HG 


ARG A 


70 


160. 558 


5.714 


ATOM 978 


1HD 


ARG A 


70 


160. 124 


8.513 


ATOM 979 


2HD 


ARG A 


70 


158. 654 


7.709 


ATOM 980 


HE 


ARG A 


70 159.786 


6.977 


ATOM 981 


1HH1 ARG A 


70 


162. 087 


8.147 


ATOM 982 


2HH1 ARG A 


70 


163.431 


8.058 


ATOM 983 


1HH2 ARG A 


70 


161.552 


6.861 


ATOM 984 


2HH2 ARG A 


70 


163.127 


7.329 


ATOM 985 


N 


TYR A 


71 


157.355 


7.490 


ATOM 986 


CA 


TYR A 


71 


156. 166 


8.269 


ATOM 987 


C 


TYR A 


71 


155.674 


7.950 


ATOM 988 


0 


TYR A 


71 


155. 102 


8.804 


ATOM 989 


CB 


TYR A 


71 


155.057 


7.991 


ATOM 990 


CG 


TYR A 


71 


155.312 


8.601 


ATOM 991 


CD1 


TYR A 


71 


155. 252 


7.827 


ATOM 992 


CD2 


TYR A 


71 


155.614 


9.951 


ATOM 993 


CE1 


TYR A 


71 


155.486 


8.380 



4.828 1.00 0.00 
6.082 1.00 0.00 
7.090 1.00 0.00 

8.373 1.00 0.00 
8.610 1.00 0.00 
7.653 1.00 0.00 
9.806 1.00 0.00 
2.583 1.00 0.00 

3.374 1.00 0.00 
4.577 1.00 0.00 
5.046 1.00 0.00 
5.806 1.00 0.00 
6.537 1.00 0.00 
6.692 1.00 0.00 
7.245 1.00 0.00 
9.097 1.00 0.00 
6.749 1.00 0.00 
7.838 1.00 0.00 

10.530 1.00 0.00 
9.983 1.00 0.00 
4.077 1.00 0.00 
4.402 1.00 0.00 
5.809 1.00 0.00 
6.486 1.00 0.00 
3.386 1.00 0.00 
2.026 1.00 0.00 
0.874 1.00 0.00 
1.894 1.00 0.00 
-0.370 1.00 0.00 



EUiE# 2003-3083148 
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ATOM 994 


CE2 


TYR A 


71 


155. 847 


10.512 


ATOM 995 


cz 


TYR A 


71 


155. 783 


9.722 


ATOM 996 


OH 


TYR A 


71 


156.016 


10.276 


ATOM 997 


H 


TYR A 


71 


157. 270 


6.524 


ATOM 998 


HA 


TYR A 


71 


156. 431 


9.314 


ATOM 999 


1HB 


TYR A 


71 


154. 956 


6.924 


ATOM 1000 


2HB 


TYR A 


71 


154. 126 


8.393 


ATOM 1001 


HD1 


TYR A 


71 


155. 020 


6.775 


ATOM 1002 


HD2 


TYR A 


71 


155.664 


10. 567 


ATOM 1003 


HE1 


TYR A 


71 


155.435 


7.761 


ATOM 1004 


HE2 


TYR A 


71 


156. 080 


11.563 


ATOM 1005 


HH 


TYR A 


71 


156.854 


9.955 


ATOM 1006 


N 


PHE A 


72 


155.900 


6.714 


ATOM 1007 


CA 


PHE A 


72 


155.480 


6.283 


ATOM 1008 


C 


PHE A 


72 


156.457 


5.262 


ATOM 1009 


0 


PHE A 


72 


157. 463 


4.930 


ATOM 1010 


CB 


PHE A 


72 


154.074 


5.683 


ATOM 1011 


CG 


PHE A 


72 


153.907 


4.646 


ATOM 1012 


CD1 


PHE A 


72 


153.991 


3.296 


ATOM 1013 


CD2 


PHE A 


72 


153. 664 


5.020 


ATOM 1014 


CE1 


PHE A 


72 


153. 838 


2.340 


ATOM 1015 


CE2 


PHE A 


72 


153. 510 


4.068 


ATOM 1016 


CZ 


PHE A 


72 


153. 597 


2.726 


ATOM 1017 


H 


PHE A 


72 


156. 362 


6.078 


ATOM 1018 


HA 


PHE A 


72 


155.466 


7.150 


ATOM 1019 


1HB 


PHE A 


72 


153. 850 


5.219 


ATOM 1020 


2HB 


PHE A 


72 


153.361 


6.474 


ATOM 1021 


HD1 


PHE A 


72 


154. 180 


2.993 


ATOM 1022 


HD2 


PHE A 


72 


153. 597 


6.069 



0.653 1. 
-0.476 1. 
-1.713 1. 

3.937 1. 

4.354 1. 

3.256 1. 

3.761 1. 

0.960 1. 

2.780 1. 
-1.254 1. 

0.571 1. 
-2.056 1. 

6.244 1. 

7.572 1. 

8.147 1. 

7.521 1. 

7.515 1. 

6.442 1. 

6.745 1. 

5.130 1. 

5.760 1. 

4.140 1 

4.456 1 

5.659 1 

8.214 1 

8.463 1 

7.328 1 

7.765 1 

4.882 1 



00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
.00 0.00 
,00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
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ATOM 1023 
ATOM 1024 
ATOM 1025 
ATOM 1026 
ATOM 1027 
ATOM 1028 
ATOM 1029 
ATOM 1030 
ATOM 1031 
ATOM 1032 
ATOM 1033 
ATOM 1034 
ATOM 1035 
ATOM 1036 
ATOM 1037 
ATOM 1038 
ATOM 1039 
ATOM 1040 
ATOM 1041 
ATOM 1042 
ATOM 1043 
ATOM 1044 
ATOM 1045 
ATOM 1046 
ATOM 1047 
ATOM 1048 
ATOM 1049 
ATOM 1050 
ATOM 1051 



HE1 PHE A 
HE2 PHE A 
HZ PHE A 



N 

CA 
C 
0 
CB 



THR A 
THR A 
THR A 
THR A 
THR A 
0G1 THR A 
CG2 THR A 
H THR A 
HA THR A 
HB THR A 
HG1 THR A 
1HG2 THR A 
2HG2 THR A 
3HG2 THR A 
N CYS A 



CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
CYS A 
1HB CYS A 
2HB CYS A 
HG CYS A 
N ALA A 



CA 
C 
0 

CB 
SG 
H 
HA 



72 153.906 
72 153.321 

72 153.476 

73 156.152 
73 157.003 
73 156.260 
73 155.275 
73 157.485 
73 157.819 
73 158.697 
73 155.336 
73 157.860 
73 156.689 
73 157.943 
73 158.608 
73 159.589 

73 158.759 

74 156.736 
74 156.116 
74 157.174 
74 158.373 
74 155.198 
74 153.512 
74 157.524 
74 155.525 
74 155.613 
74 155.140 

74 153.269 

75 156.723 



1.291 6.009 1.00 0.00 
4.372 3.121 1.00 0.00 
1.980 3.684 1.00 0.00 
4.768 9.342 1.00 0.00 
3.784 10.003 1.00 0.00 
2.467 10.201 1.00 0.00 
2.404 10.938 1.00 0.00 
4.319 11.352 1.00 0.00 
5.693 11.256 1.00 0.00 
3.588 11.888 1.00 0.00 
5.071 9.791 1.00 0.00 
3.608 9.369 1.00 0.00 
4.214 12.075 1.00 0.00 
6.054 12.137 1.00 0.00 
3.479 12.959 1.00 0.00 
4.151 11.656 1.00 0.00 
2.610 11.431 1.00 0.00 
1.418 9.539 1.00 0.00 
0.102 9.643 1.00 0.00 
-0.992 9.725 1.00 0.00 
-0.717 9.671 1.00 0.00 
-0.148 8.444 1.00 0.00 
0.467 8.665 1.00 0.00 
1.531 8.967 1.00 0.00 
0.085 10.546 1.00 0.00 
0.339 7.575 1.00 0.00 
-1.211 8.261 1.00 0.00 
0.955 7.875 1.00 0.00 
-2.236 9.856 1.00 0.00 
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ATOM 1052 
ATOM 1053 
ATOM 1054 
ATOM 1055 
ATOM 1056 
ATOM 1057 
ATOM 1058 
ATOM 1059 
ATOM 1060 
ATOM 1061 
ATOM 1062 
ATOM 1063 
ATOM 1064 
ATOM 1065 
ATOM 1066 
ATOM 1067 
ATOM 1068 
ATOM 1069 
ATOM 1070 
ATOM 1071 
ATOM 1072 
ATOM 1073 
ATOM 1074 
ATOM 1075 
ATOM 1076 
ATOM 1077 
ATOM 1078 
ATOM 1079 
ATOM 1080 



CA 


ALA A 


75 


C 


ALA A 


75 


0 


ALA A 


75 


CB 


ALA A 


75 


H 


ALA A 


75 


HA 


ALA A 


75 


1HB 


ALA A 


75 


2HB 


ALA A 


75 


3HB 


ALA A 


75 


N 


LEU A 


76 


CA 


LEU A 


76 


C 


LEU A 


76 


0 


LEU A 


76 


CB 


LEU A 


76 


CG 


LEU A 


76 


CD1 


LEU A 


76 


CD2 


LEU A 


76 


H 


LEU A 


76 


HA 


LEU A 


76 


1HB 


LEU A 


76 


2HB 


LEU A 


76 


HG 


LEU A 


76 


1HD1 LEU A 


76 


2HD1 LEU A 


76 


3HD1 LEU A 


76 


1HD2 LEU A 


76 


2HD2 LEU A 


76 


3HD2 LEU A 


76 


N 


LYS A 


77 



157. 631 -3. 373 

158.416 -3.552 

158.263 -2.776 

156.857 -4.640 

155. 756 -2. 393 

158.325 -3.183 

156.841 -4.784 

157.337 -5.487 

155.846 -4.551 

159.258 -4.580 
160.068 -4.861 
159. 357 -5. 842 
158.756 -6.816 

161.428 -5.427 
162.316 -4.465 
163.393 -5.228 
162.943 -3.436 
159.336 -5.163 
160.219 -3.931 

161.259 -6.307 
161.959 -5.720 
161.711 -3.938 
164.253 -4.593 
163.679 -6.102 
163.009 -5.535 
163.039 -3.855 
163.920 -3.162 
162.315 -2.558 

159.429 -5.577 



9.946 1.00 0.00 
8.652 1.00 0.00 
7.708 1.00 0.00 

10.276 1.00 0.00 
9.894 1.00 0.00 

10.752 1.00 0.00 

11.347 1.00 0.00 
9.807 1.00 0.00 
9.910 1.00 0.00 
8.613 1.00 0.00 
7.434 1.00 0.00 
6.507 1.00 0.00 
6.960 1.00 0.00 
7.847 1.00 0.00 
8.637 1.00 0.00 
9.391 1.00 0.00 
7.708 1.00 0.00 
9.397 1.00 0.00 
6.908 1.00 0.00 
8.451 1.00 0.00 
6.954 1.00 0.00 
9.361 1.00 0.00 
9.534 1.00 0.00 
8.824 1.00 0.00 

10.354 1.00 0.00 
6.717 1.00 0.00 
8.079 1.00 0.00 
7.666 1.00 0.00 
5.207 1.00 0.00 
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ATOM 1081 


CA 


LYS A 


ATOM 1082 


C 


LYS A 


ATOM 1083 


0 


LYS A 


ATOM 1084 


CB 


LYS A 


ATOM 1085 


CG 


LYS A 


ATOM 1086 


CD 


LYS A 


ATOM 1087 


CE 


LYS A 


ATOM 1088 


NZ 


LYS A 


ATOM 1089 


H 


LYS A 


ATOM 1090 


HA 


LYS A 


ATOM 1091 


1HB 


LYS A 


ATOM 1092 


2HB 


LYS A 


ATOM 1093 


1HG 


LYS A 


ATOM 1094 


2HG 


LYS A 


ATOM 1095 


1HD 


LYS A 


ATOM 1096 


2HD 


LYS A 


ATOM 1097 


1HE 


LYS A 


ATOM 1098 


2HE 


LYS A 


ATOM 1099 


1HZ 


LYS A 


ATOM 1100 


2HZ 


LYS A 


ATOM 1101 


3HZ 


LYS A 


ATOM 1102 


N 


LYS A 


ATOM 1103 


CA 


LYS A 


ATOM 1104 


C 


LYS A 


ATOM 1105 


0 


LYS A 


ATOM 1106 


CB 


LYS A 


ATOM 1107 


CG 


LYS A 


ATOM 1108 


CD 


LYS A 


ATOM 1109 


CE 


LYS A 



77 158.793 
77 157.283 
77 156.656 
77 159.370 
77 160.884 
77 161.333 
77 162.582 
77 162.254 
77 159.924 
77 159.001 
77 159.103 
77 158.940 
77 161.323 
77 161.220 
77 161.545 
77 160.538 
77 163.191 
77 163.134 
77 161.291 
77 162.925 

77 162.307 

78 156.702 
78 155.265 
78 154.741 
78 153.838 
78 154.936 
78 155.439 
78 155.044 
78 153.565 



-6.436 4.214 1.00 0.00 

-6.478 4.419 1.00 0.00 

-7.529 4.285 1.00 0.00 

-7.851 4.288 1.00 0.00 

-7.899 4.152 1.00 0.00. 

-7.461 2.766 1.00 0.00 

-6.598 2.832 1.00 0.00 

-5.158 3.023 1.00 0.00 

-4.785 4.906 1.00 0.00 

-6.024 3.238 1.00 0.00 

-8.287 5.239 1.00 0.00 

-8.445 3.496 1.00 0.00 

-7.240 4.887 1.00 0.00 

-8.910 4.327 1.00 0.00 

-8.337 2.174 1.00 0.00 

-6.894 2.304 1.00 0.00 

-6.930 3.660 1.00 0.00 

-6.714 1.912 1.00 0.00 

-4.963 2.679 1.00 0.00 

-4.564 2.495 1.00 0.00 

-4.909 4.032 1.00 0.00 

-5.327 4.745 1.00 0.00 

-5.233 4.968 1.00 0.00 

-3.857 4.567 1.00 0.00 

-3.316 5.206 1.00 0.00 

-5.509 6.436 1.00 0.00 

-6.856 6.930 1.00 0.00 

-7.103 8.377 1.00 0.00 

-7.429 8.503 1.00 0.00 
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ATOM 1110 


NZ 


LYS A 


78 153.262 


-8. 159 


ATOM 1111 


H 


LYS A 


78 157.254 


-4. 523 


ATOM 1112 


HA 


LYS A 


78 154.785 


-5.980 


ATOM 1113 


IHB 


LYS A 


78 155.384 


-4. 737 


ATOM 1114 


2HB 


LYS A 


78 153.864 


-5.480 


ATOM 1115 


IHG 


LYS A 


78 155.015 


-7.635 


ATOM 1116 


2HG 


LYS A 


78 


156.516 


-6.878 


ATOM 1117 


1HD 


LYS A 


78 155.619 


-7. 932 


ATOM 1118 


2HD 


LYS A 


78 


155. 259 


-6.215 


ATOM 1119 


1HE 


LYS A 


78 


153. 003 


-6.507 


ATOM 1120 


2HE 


LYS A 


78 


153.271 


-8.042 


ATOM 1121 


1HZ 


LYS A 


78 153.299 


-9. 186 


ATOM 1122 


2HZ 


LYS A 


78 152.312 


-7.907 


ATOM 1123 


3HZ 


LYS A 


78 


153.957 


-7. 909 


ATOM 1124 


N 


ALA A 


79 


155.313 


-3. 298 


ATOM 1125 


CA 


ALA A 


79 


154.904 


-1.986 


ATOM 1126 


C 


ALA A 


79 


154.827 


-1.964 


ATOM 1127 


0 


ALA A 


79 


155.846 


-1.846 


ATOM 1128 


CB 


ALA A 


79 


155. 864 


-0.916 


ATOM 1129 


H 


ALA A 


79 


156. 028 


-3.779 


ATOM 1130 


HA 


ALA A 


79 


153.924 


-1.772 


ATOM 1131 


IHB 


ALA A 


79 


156.388 


-1.279 


ATOM 1132 


2HB 


ALA A 


79 


155.310 


-0.026 


ATOM 1133 


3HB 


ALA A 


79 


156.578 


-0.684 


ATOM 1134 


N 


LEU A 


80 153.612 


-2. 077 


ATOM 1135 


CA 


LEU A 


80 153.402 


-2. 069 


ATOM 1136 


C 


LEU A 


80 


152.484 


-0.924 


ATOM 1137 


0 


LEU A 


80 151.354 


-0. 818 


ATOM 1138 


CB 


LEU A 


80 152.808 


-3.404 



9.765 1.00 0.00 
4.837 1.00 0.00 
4.355 1.00 0.00 
7.045 1.00 0.00 
6.566 1.00 0.00 
6.314 1.00 0.00 
6.851 1.00 0.00 
8.760 1.00 0.00 
8.954 1.00 0.00 
8.487 1.00 0.00 
7.663 1.00 0.00 
9.602 1.00 0.00 
10.105 1.00 0.00 
10.497 1.00 0.00 
3.507 1.00 0.00 
3.022 1.00 0.00 
1.499 1.00 0.00 
0.817 1.00 0.00 
3.519 1.00 0.00 
3.040 1.00 0.00 
3.425 1.00 0.00 
4.391 1.00 0.00 
3.776 1.00 0.00 
2.741 1.00 0.00 
0.970 1.00 0.00 
-0.473 1.00 0.00 
-0.884 1.00 0.00 
-0.407 1.00 0.00 
-0.928 1.00 0.00 
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ATOM 1139 


CG 


LEU A 


80 152.489 


-3.494 


ATOM 1140 


CD1 


LEU A 


80 


153. 744 


-3.825 


ATOM 1141 


CD2 


LEU A 


80 


151.407 


-4.534 


ATOM 1142 


H 


LEU A 


80 


152. 839 


-2. 167 


ATOM 1143 


HA 


LEU A 


80 154.362 


-1.934 


ATOM 1144 


1HB 


LEU A 


80 


153.508 


-4.189 


ATOM 1145 


2HB 


LEU A 


80 


151.894 


-3.573 


ATOM 1146 


HG 


LEU A 


80 


152. 122 


-2. 537 


ATOM 1147 


1HD1 


LEU A 


80 


153.968 


-4.877 


ATOM 1148 


2HD1 LEU A 


80 


154.572 


-3.243 


ATOM 1149 


3HD1 LEU A 


80 


153. 582 


-3. 590 


ATOM 1150 


1HD2 LEU A 


80 


150.440 


-4.054 


ATOM 1151 


2HD2 LEU A 


80 


151.440 


-5. 282 


ATOM 1152 


3HD2 LEU A 


80 


151.575 


-5. 003 


ATOM 1153 


N 


PHE A 


81 


152. 977 


-0. 065 


ATOM 1154 


CA 


PHE A 


81 


152.201 


1.074 


ATOM 1155 


C 


PHE A 


81 


151.396 


0.705 


ATOM 1156 


0 


PHE A 


81 


151.813 


-0. 141 


ATOM 1157 


CB 


PHE A 


81 


153. 123 


2.254 


ATOM 1158 


CG 


PHE A 


81 


153. 759 


2.855 


ATOM 1159 


CD1 


PHE A 


81 


153.219 


3.986 


ATOM 1160 


CD2 


PHE A 


81 


154. 894 


2.288 


ATOM 1161 


CE1 


PHE A 


81 


153. 801 


4.540 


ATOM 1162 


CE2 


PHE A 


81 


155.479 


2.838 


ATOM 1163 


CZ 


PHE A 


81 


154. 932 


3.966 


ATOM 1164 


H 


PHE A 


81 


153. 885 


-0. 201 


ATOM 1165 


HA 


PHE A 


81 


151.517 


1.359 


ATOM 1166 


1HB 


PHE A 


81 


153. 914 


1.922 


ATOM 1167 


2HB 


PHE A 


81 


152. 554 


3.027 



-2.422 1.00 0.00 
-3.216 1.00 0.00 
-2.673 1.00 0.00 
1.566 1.00 0.00 
-0.947 1.00 0.00 
-0.682 1.00 0.00 
-0.378 1.00 0.00 
-2.764 1.00 0.00 
-3.113 1.00 0.00 
-2.839 1.00 0.00 
-4.257 1.00 0.00 
-2.672 1.00 0.00 
-1.895 1.00 0.00 
-3.631 1.00 0.00 
-1.770 1.00 0.00 
-2.245 1.00 0.00 
-3.487 1.00 0.00 
-4.280 1.00 0.00 
-2.554 1.00 0.00 
-1.332 1.00 0.00 
-0.740 1.00 0.00 
-0.775 1.00 0.00 
0.385 1.00 0.00 
0.349 1.00 0.00 
0.930 1.00 0.00 
-2.114 1.00 0.00 
-1.460 1.00 0.00 
-3.209 1.00 0.00 
-3.048 1.00 0.00 
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ATOM 1168 


HD1 


PHE A 


81 


152.335 


4.436 


ATOM 1169 


HD2 


PHE A 


81 


155.323 


1.406 


ATOM 1170 


HE1 


PHE A 


81 


153.371 


5.423 


ATOM 1171 


HE2 


PHE A 


81 


156.364 


2.387 


ATOM 1172 


HZ 


PHE A 


81 


155.389 


4.398 


ATOM 1173 


N 


VAL A 


82 


150.242 


1.343 


ATOM 1174 


CA 


VAL A 


82 


149. 380 


1.081 


ATOM 1175 


C 


VAL A 


82 148.465 


2.268 


ATOM 1176 


0 


VAL A 


82 


148.334 


3.174 


ATOM 1177 


CB 


VAL A 


82 148.517 


-0. 175 


ATOM 1178 


CGI 


VAL A 


82 


149.388 


-1.419 


ATOM 1179 


CG2 


VAL A 


82 


147. 691 


-0. 038 


ATOM 1180 


H 


VAL A 


82 


149. 965 


2.006 


ATOM 1181 


HA 


VAL A 


82 


150.010 


0.912 


ATOM 1182 


HB 


VAL A 


82 


147. 839 


-0. 273 


ATOM 1183 


1HG1 VAL A 


82 


150. 172 


-1.344 


ATOM 1184 


2HG1 VAL A 


82 


148. 784 


-2. 291 


ATOM 1185 


3HG1 VAL A 


82 


149. 829 


-1.508 


ATOM 1186 


1HG2 VAL A 


82 


146. 737 


-0. 526 


ATOM 1187 


2HG2 VAL A 


82 


147. 531 


1.009 


ATOM 1188 


3HG2 VAL A 


82 


148.217 


-0.497 


ATOM 1189 


N 


LYS A 


83 


147.834 


2.257 


ATOM 1190 


CA 


LYS A 


83 


146.931 


3.333 


ATOM 1191 


C 


LYS A 


83 


145. 672 


3.327 


ATOM 1192 


0 


LYS A 


83 144.950 


2.332 


ATOM 1193 


CB 


LYS A 


83 


146. 554 


3.198 


ATOM 1194 


CG 


LYS A 


83 


147.716 


3.442 


ATOM 1195 


CD 


LYS A 


83 


147. 351 


3.082 


ATOM 1196 


CE 


LYS A 


83 


147. 951 


4.066 



-1.166 1.00 0.00 
-1.228 1.00 0.00 
0.835 1.00 0.00 
0.773 1.00 0.00 
1.808 1.00 0.00 
-3.650 1.00 0.00 
-4.796 1.00 0.00 
-5.077 1.00 0.00 
-4.253 1.00 0.00 
-4.574 1.00 0.00 
-4.519 1.00 0.00 
-3.304 1.00 0.00 
-2.984 1.00 0.00 
-5.656 1.00 0.00 
-5.409 1.00 0.00 
-5.260 1.00 0.00 
-4.723 1.00 0.00 
-3.538 1.00 0.00 
-3.441 1.00 0.00 
-3.090 1.00 0.00 
-2.480 1.00 0.00 
-6.247 1.00 0.00 
-6.639 1.00 0.00 
-5.778 1.00 0.00 
-5.724 1.00 0.00 
-8.116 1.00 0.00 
-9.064 1.00 0.00 
-10.495 1.00 0.00 
-11.487 1.00 0.00 
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ATOM 1197 


NZ 


LYS A 


83 


148. 395 


3.393 


ATOM 1198 


H 


LYS A 


83 147.979 


1.508 


ATOM 1199 


HA 


LYS A 


83 


147. 446 


4.270 


ATOM 1200 


1KB 


LYS A 


83 


146. 178 


2.201 


ATOM 1201 


2HB 


LYS A 


83 


145. 776 


3.912 


ATOM 1202 


IHG 


LYS A 


83 


147.988 


4.486 


ATOM 1203 


2HG 


LYS A 


83 


148. 555 


2.837 


ATOM 1204 


1HD 


LYS A 


83 


147. 725 


2.094 


ATOM 1205 


2HD 


LYS A 


83 


146. 276 


3.093 


ATOM 1206 


1HE 


LYS A 


83 


147. 206 


4.809 


ATOM 1207 


2HE 


LYS A 


83 


148. 800 


4.549 


ATOM 1208 


1HZ 


LYS A 


83 


148. 832 


2.476 


ATOM 1209 


2HZ 


LYS A 


83 


149. 090 


3.984 


ATOM 1210 


3HZ 


LYS A 


83 


147. 580 


3.233 


ATOM 1211 


N 


LEU A 


84 


145.417 


4.445 


ATOM 1212 


CA 


LEU A 


84 


144. 246 


4.573 


ATOM 1213 


C 


LEU A 


84 


142.961 


4.378 


ATOM 1214 


0 


LEU A 


84 


141.971 


3.858 


ATOM 1215 


CB 


LEU A 


84 


144. 237 


5.944 


ATOM 1216 


CG 


LEU A 


84 


142. 996 


6.246 


ATOM 1217 


CD1 


LEU A 


84 


143.069 


5.526 


ATOM 1218 


CD2 


LEU A 


84 


142. 846 


7.745 


ATOM 1219 


H 


LEU A 


84 


146.031 


5.204 


ATOM 1220 


HA 


LEU A 


84 


144. 305 


3.805 


ATOM 1221 


1HB 


LEU A 


84 


145. 105 


6.008 


ATOM 1222 


2HB 


LEU A 


84 144.320 


6.701 


ATOM 1223 


HG 


LEU A 


84 


142. 120 


5.890 


ATOM 1224 


1HD1 LEU A 


84 143.969 


5.817 


ATOM 1225 


2HD1 LEU A 


84 143.079 


4.458 



12.739 1.00 0.00 
-6.862 1.00 0.00 
-6.492 1.00 0.00 
-8.289 1.00 0.00 
-8.343 1.00 0.00 
-9.024 1.00 0.00 
-8.753 1.00 0.00 
-10.715 1.00 0.00 
-10.596 1.00 0.00 
-11.733 1.00 0.00 
-11.027 1.00 0.00 
-12.515 1.00 0.00 
-13.235 1.00 0.00 
-13.366 1.00 0.00 
-5.109 1.00 0.00 
-4.250 1.00 0.00 
-5.049 1.00 0.00 
-4.535 1.00 0.00 
-3.571 1.00 0.00 
-2.730 1.00 0.00 
-1.392 1.00 0.00 
-2. 522 1. 00 0. 00 
-5.195 1.00 0.00 
-3.493 1.00 0.00 
-2.929 1.00 0.00 
-4.335 1.00 0.00 
-3.253 1.00 0.00 
-0.874 1.00 0.00 
-1.559 1.00 0.00 



ttiliE# 2003-3083148 



#Sg 2002-236129 i? I 296/ 



e 

ATOM 1226 
ATOM 1227 
ATOM 1228 
ATOM 1229 
ATOM 1230 
ATOM 1231 
ATOM 1232 
ATOM 1233 
ATOM 1234 
ATOM 1235 
ATOM 1236 
ATOM 1237 
ATOM 1238 
ATOM 1239 
ATOM 1240 
ATOM 1241 
ATOM 1242 
ATOM 1243 
ATOM 1244 
ATOM 1245 
ATOM 1246 
ATOM 1247 
ATOM 1248 
ATOM 1249 
ATOM 1250 
ATOM 1251 
ATOM 1252 
ATOM 1253 
ATOM 1254 



3HD1 LEU A 


84 


142. 208 


1HD2 LEU A 


84 


143. 594 


2HD2 LEU A 


84 141.862 


3HD2 LEU A 


84 


142. 974 


N 


LYS A 


85 


142. 985 


CA 


LYS A 


85 


141.821 


C 


LYS A 


85 


141.476 


0 


LYS A 


85 


140. 323 


CB 


LYS A 


85 


142. 078 


CG 


LYS A 


85 143.400 


CD 


LYS A 


85 


144. 399 


CE 


LYS A 


85 


144. 251 


NZ 


LYS A 


85 


144. 698 


H 


LYS A 


85 


143.802 


HA 


LYS A 


85 


140. 987 


1HB 


LYS A 


85 


141.281 


2HB 


LYS A 


85 


142. 077 


1HG 


LYS A 


85 


143. 814 


2HG 


LYS A 


85 


143. 222 


1HD 


LYS A 


85 


144.235 


2HD 


LYS A 


85 


145. 399 


1HE 


LYS A 


85 144.847 


2HE 


LYS A 


85 


143. 212 


1HZ 


LYS A 


85 144.700 


2HZ 


LYS A 


85 


145. 659 


3HZ 


LYS A 


85 


144. 056 


N 


SER A 


86 


142.483 


CA 


SER A 


86 142.283 


C 


SER A 


86 142.180 



5.788 -0.795 1.00 0.00 
8.088 -1.824 1.00 0.00 
7.959 -2.130 1.00 0.00 
8.254 -3.466 1.00 0.00 
4.799 -6.310 1.00 0.00 
4.669 -7.179 1.00 0.00 
3.201 -7.415 1.00 0.00 
2.860 -7.676 1.00 0.00 
5.366 -8.517 1.00 0.00 
4.979 -9.161 1.00 0.00 
6.124 -9.118 1.00 0.00 
7.037 -10.325 1.00 0.00 
8.426 -10.028 1.00 0.00 
5.205 -6.663 1.00 0.00 
5.149 -6.689 1.00 0.00 
5.111 -9.201 1.00 0.00 
6.434 -8.360 1.00 0.00 
4.134 -8.631 1.00 0.00 
4.706 -10.191 1.00 0.00 
6.700 -8.221 1.00 0.00 
5.715 -9.109 1.00 0.00 
6.643 -11.134 1.00 0.00 
7.057 -10.619 1.00 0.00 
8.995 -10.899 1.00 0.00 
8.416 -9.632 1.00 0.00 
8.868 -9.338 1.00 0.00 
2.338 -7.322 1.00 0.00 
0.908 -7.525 1.00 0.00 
0.177 -6.191 1.00 0.00 



ffiliE# 2003-3083148 



&jg 2 0 0 2 - 

ATOM 1255 0 SER A 86 142. 582 

ATOM 1256 CB SER A 86 143. 430 

ATOM 1257 OG SER A 86 143. 578 

ATOM 1258 H SER A 86 143. 380 

ATOM 1259 HA SERA 86 141.358 

ATOM 1260 1HB SER A 86 144. 351 

ATOM 1261 2HB SER A 86 143. 228 

ATOM 1262 HG SER A 86 142. 715 

ATOM 1263 N CYS A 87 141.639 

ATOM 1264 CA CYS A 87 141.482 

ATOM 1265 C CYS A 87 140.008 

ATOM 1266 0 CYS A 87 139. 153 

ATOM 1267 CB CYS A 87 142.211 

ATOM 1268 SG CYS A 87 143.995 

ATOM 1269 H CYS A 87 141.337 

ATOM 1270 HA CYS A 87 141.920 

ATOM 1271 1HB CYS A 87 142. 055 

ATOM 1272 2HB CYS A 87 141.806 

ATOM 1273 HG CYS A 87 144.366 

ATOM 1274 N ARG A 88 139.715 

ATOM 1275 CA ARG A 88 138.344 

ATOM 1276 C ARG A 88 138.274 

ATOM 1277 0 ARG A 88 139. 152 

ATOM 1278 CB ARG A 88 137.777 

ATOM 1279 CG ARG A 88 136.918 

ATOM 1280 CD ARG A 88 135.437 

ATOM 1281 NE ARG A 88 134.598 

ATOM 1282 CZ ARG A 88 133.279 
ATOM 1283 NH1 ARG A 88 132.649 



2 3 6 1 2 9 ^-v : 297/ 

•0.981 -6.073 1.00 0.00 
0.324 -8.352 1.00 0.00 
1.016 -9.581 1.00 0.00 
2.669 -7.111 1.00 0.00 
0.777 -8.067 1.00 0.00 
0.407 -7.794 1.00 0.0.0 
-0.716 -8.561 1.00 0.00 
1.148 -9.979 1.00 0.00 
0.860 -5.188 1.00 0.00 
0.275 -3.861 1.00 0.00 
0.152 -3.491 1.00 0.00 
0.819 -4.073 1.00 0.00 
1.124 -2.818 1.00 0.00 
0.839 -2.751 1.00 0.00 
1.779 -5.343 1.00 0.00 
-0.712 -3.878 1.00 0.00 
2.168 -3.041 1.00 0.00 
0.906 -1.840 1.00 0.00 
1.082 -3.603 1.00 0.00 
-0.707 -2.519 1.00 0.00 
-0.918 -2.072 1.00 0.00 
-0.998 -0.547 1.00 0.00 
-1.577 0.091 1.00 0.00 
-2.198 -2.689 1.00 0.00 
-1.952 -3.918 1.00 0.00 
-1.957 -3.574 1.00 0.00 
-2.033 -4.768 1.00 0.00 
-2.220 -4.736 1.00 0.00 
-2.351 -3.576 1.00 0.00 

mil# 2003-3083148 



mm 2002-236129 



298/ 



ATOM 1284 


NH2 


ARG A 


88 132.592 


ATOM 1285 


H 


ARG A 


88 140.440 


ATOM 1286 


HA 


ARG A 


88 137.756 


ATOM 1287 


1HB 


ARG A 


88 138.597 


ATOM 1288 


2HB 


ARG A 


88 137.173 


ATOM 1289 


1HG 


ARG A 


88 137.176 


ATOM 1290 


2HG 


ARG A 


88 137.113 


ATOM 1291 


1HD 


ARG A 


88 135.230 


ATOM 1292 


2HD 


ARG A 


88 135.203 


ATOM 1293 


HE 


ARG A 


88 135.038 


ATOM 1294 


1HH1 


ARG A 


88 133.161 


ATOM 1295 


2HH1 ARG A 


88 131.658 


ATOM 1296 


1HH2 ARG A 


88 133.062 


ATOM 1297 


2HH2 


ARG A 


88 131.601 


ATOM 1298 


N 


PRO A 


89 137.224 


ATOM 1299 


CA 


PRO A 


89 137.049 


ATOM 1300 


C 


PRO A 


89 137.081 


ATOM 1301 


0 


PRO A 


89 136.463 


ATOM 1302 


CB 


PRO A 


89 135.666 


ATOM 1303 


CG 


PRO A 


89 135.435 


ATOM 1304 


CD 


PRO A 


89 136.128 


ATOM 1305 


HA 


PRO A 


89 137.797 


ATOM 1306 


1HB 


PRO A 


89 134.926 


ATOM 1307 


2HB 


PRO A 


89 135.672 


ATOM 1308 


1HG 


PRO A 


89 134.376 


ATOM 1309 


2HG 


PRO A 


89 135.862 


ATOM 1310 


1HD 


PRO A 


89 135.452 


ATOM 1311 


2HD 


PRO A 


89 136.516 


ATOM 1312 


N 


ASP A 


90 137.806 



-2. 276 
-1.210 
-0.077 
-2.841 
-2. 705 
-0.992 
-2.730 
-2.810 
-1.050 
-1.938 
-2.310 
-2.491 
-2. 176 
-2.416 
-0.415 
-0.428 
-1.842 
-2. 756 
0.197 
1.020 
0.299 
0. 175 
-0. 584 
0.807 
1.093 
2.003 
-0.396 
1.005 
-2.014 



-5. 868 
-2. 093 
-2. 406 
-2. 972 
-1.950 
-4.340 
-4. 642 
-2. 946 
-3. 037 
-5. 638 
-2. 719 
-3. 559 
-6.745 
-5. 845 
0.060 
1.516 
2.089 
1.545 
1.720 
0.501 
-0. 621 
2.009 
1.817 
2.612 
0.303 
0.634 
-1.098 
-1.340 
3.189 



1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1. 00 0. 00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 



mtiE# 2003-3083148 



#IS 2002-236129 



^-5>: 299/ 



ATOM 1313 CA ASP A 

ATOM 1314 C ASP A 

ATOM 1315 0 ASP A 

ATOM 1316 CB ASP A 

ATOM 1317 CG ASP A 

ATOM 1318 0D1 ASP A 

ATOM 1319 0D2 ASP A 

ATOM 1320 H ASP A 

ATOM 1321 HA ASP A 

ATOM 1322 1HB ASP A 

ATOM 1323 2HB ASP A 

ATOM 1324 N SER A 

ATOM 1325 CA SER A 

ATOM 1326 C SER A 

ATOM 1327 0 SER A 

ATOM 1328 CB SER A 

ATOM 1329 OG SER A 

ATOM 1330 H SER A 

ATOM 1331 HA SER A 

ATOM 1332 1HB SER A 

ATOM 1333 2HB SER A 

ATOM 1334 HG SER A 

ATOM 1335 N ARG A 

ATOM 1336 CA ARG A 

ATOM 1337 C ARG A 

ATOM 1338 0 ARG A 

ATOM 1339 CB ARG A 

ATOM 1340 CG ARG A 

ATOM 1341 CD ARG A 



90 137.917 
90 136.972 
90 137.077 
90 139.356 
90 139.717 
90 140.547 
90 139.169. 
90 138.276 
90 137.640 
90 140.030 

90 139.482 

91 136.050 
91 135.087 
91 135.527 
91 134.698 
91 133.703 
91 132.679 
91 136.017 
91 135.037 
91 133.597 
91 133.595 

91 131.982 

92 136.837 
92 137.387 
92 137.020 
92 136.878 
92 138.909 
92 139.365 
92 139.163 



-3.316 3.835 1.00 0.00 

-3.412 5.029 1.00 0.00 

-2.637 5.980 1.00 0.00 

-3.565 4.287 1.00 0.00 

-5.038 4.282 1.00 0.00 

-5.448 5.120 1.00 0.00 

-5.780 3.441 1.00 0.00 

-1.246 3.577 1.00 0.00 

-4.068 3.111 1.00 0.00 

-3.047 3.622 1.00 0.00 

-3.185 5.290 1.00 0.00 

-4.367 4.972 1.00 0.00 

-4.563 6.049 1.00 0.00 

-5.694 6.974 1.00 0.00 

-6.422 7.519 1.00 0.00 

-4.870 5.475 1.00 0.00 

-4.405 6.337 1.00 0.00 

-4.954 4.188 1.00 0.00 

-3.649 6.618 1.00 0.00 

-4.383 4.517 1.00 0.00 

-5.937 5.350 1.00 0.00 

-5.063 6.390 1.00 0.00 

-5.835 7.146 1.00 0.00 

-6.876 8.006 1.00 0.00 

-6.628 9.465 1.00 0.00 

-7.568 10.247 1.00 0.00 

-6.940 7.854 1.00 0.00 

-7.676 6.605 1.00 0.00 

-9.177 6.737 1.00 0.00 



tfiiBff 2003-3083148 



2002-236129 



v : 300/ 



ATOM 1342 


NE 


ARG A 


ATOM 1343 


CZ 


ARG A 


ATOM 1344 


NH1 


ARG A 


ATOM 1345 


NH2 


ARG A 


ATOM 1346 


H 


ARG A 


ATOM 1347 


HA 


ARG A 


ATOM 1348 


1HB 


ARG A 


ATOM 1349 


2HB 


ARG A 


ATOM 1350 


1HG 


ARG A 


ATOM 1351 


2HG 


ARG A 


ATOM 1352 


1HD 


ARG A 


ATOM 1353 


2HD 


ARG A 


ATOM 1354 


HE 


ARG A 


ATOM 1355 


1HH1 


ARG A 


ATOM 1356 


2HH1 ARG A 


ATOM 1357 


1HH2 ARG A 


ATOM 1358 


2HH2 


ARG A 


ATOM 1359 


N 


PHE A 


ATOM 1360 


CA 


PHE A 


ATOM 1361 


C 


PHE A 


ATOM 1362 


0 


PHE A 


ATOM 1363 


CB 


PHE A 


ATOM 1364 


CG 


PHE A 


ATOM 1365 


CD1 


PHE A 


ATOM 1366 


CD2 


PHE A 


ATOM 1367 


CE1 


PHE A 


ATOM 1368 


CE2 


PHE A 


ATOM 1369 


CZ 


PHE A 


ATOM 1370 


H 


PHE A 



92 137.960 -9.631 
92 137.717 -10.903 
92 138.590 -11.850 
92 136.599 -11.230 
92 137.449 -5.222 
92 136.964 -7.819 
92 139.298 -5.934 
92 139.324 -7.444 
92 138.794 -7.320 
92 140.414 -7.475 
92 140.021 -9.681 
92 139.078 -9.426 
92 137.299 -8.953 
92 139.436 -11.610 
92 138.402 -12.804 
92 135.937 -10.522 

92 136.416 -12.187 

93 136.868 -5.358 
93 136.517 -4.988 
93 135.373 -3.979 
93 135.331 -3.085 
93 137.733 -4.406 
93 138.849 -5.395 
93 139.524 -5.913 
93 139.223 -5.804 
93 140.552 -6.822 
93 140.248 -6.713 
93 140.913 -7.223 
93 136.994 -4.652 



6.042 1.00 0.00 
5.736 1.00 0.00 
6.059 1.00 0.00 
5.103 1.00 0.00 
6.686 1.00 0.00 
7.695 1.00 0.00 
7.815 1.00 0.00 
8.715 1.00 0.00 
5.761 1.00 0.00 
6.444 1.00 0.00 
6.317 1.00 0.00 
7.785 1.00 0.00 
5.792 1.00 0.00 
6.536 1.00 0.00 
5.826 1.00 0.00 
4.858 1.00 0.00 
4.873 1.00 0.00 
9.825 1.00 0.00 
11.192 1.00 0.00 
11.206 1.00 0.00 
12.051 1.00 0.00 
11.914 1.00 0.00 
12.101 1.00 0.00 
11.008 1.00 0.00 
13.372 1.00 0.00 
11.178 1.00 0.00 
13.547 1.00 0.00 
12.449 1.00 0.00 
9.157 1.00 0.00 

ffiSE# 2003-3083148 



%?M 2002-236129 



^-v: 301/ 



ATOM 1371 HA PHE A 93 136.199 -5.882 11.705 1.00 0.00 

ATOM 1372 1HB PHE A 93 138.119 -3.576 11.342 1.00 0.00 

ATOM 1373 2HB PHE A 93 137.431 -4.056 12.889 1.00 0.00 

ATOM 1374 HD1 PHE A 93 139.242 -5.600 10.014 1.00 0.00 

ATOM 1375 HD2 PHE A 93 138.702 -5.407 14.2311.00 0.00 

ATOM 1376 HE1 PHE A 93 141.070 -7.219 10.317 1.00 0.00 

ATOM 1377 HE2 PHE A 93 140.529 -7.025 14.542 1.00 0.00 

ATOM 1378 HZ PHE A 93 141.716 -7.934 12.584 1.00 0.00 

ATOM 1379 N ALA A 94 134.446 -4.128 10.266 1.00 0.00 

ATOM 1380 CA ALA A 94 133.302 -3.230 10.1711.00 0.00 

ATOM 1381 C ALA A 94 132.101 -3.789 10.924 1.00 0.00 

ATOM 1382 0 ALA A 94 131.718 -4.944 10.733 1.00 0.00 

ATOM 1383 CB ALA A 94 132.944 -2.982 8.713 1.00 0.00 

ATOM 1384 H ALA A 94 134.534 -4.860 9.620 1.00 0.00 

ATOM 1385 HA ALA A 94 133.583 -2.285 10.613 1.00 0.00 

ATOM 1386 1HB ALA A 94 132.185 -3.686 8.404 1.00 0.00 

ATOM 1387 2HB ALA A 94 133.824 -3.111 8.100 1.00 0.00 

ATOM 1388 3HB ALA A 94 132.570 -1.976 8.600 1.00 0.00 

ATOM 1389 N SERA 95 131.509 -2.964 11.783 1.00 0.00- 

ATOM 1390 CA SERA 95 130.351 -3.376 12.566 1.00 0.00 

ATOM 1391 C SERA 95 129.056 -3.097 11.811 1.00 0.00 

ATOM 1392 0 SERA 95 128.835 -1.988 11.325 1.00 0.00 

ATOM 1393 CB SERA 95 130.336 -2.652 13.913 1.00 0.00 

ATOM 1394 OG SERA 95 130.569 -1.263 13.749 1.00 0.00 

ATOM 1395 H SERA 95 131.861 -2.056 11.891 1.00 0.00 

ATOM 1396 HA SERA 95 130.430 -4.438 12.740 1.00 0.00 

ATOM 1397 1HB SERA 95 129.372 -2.788 14.382 1.00 0.00 
ATOM 1398 2HB SERA 95 131.107 -3.062 14.548 1.00 0.00 

ATOM 1399 HG SERA 95 129.901 -0.892 13.169 1.00 0.00 



ffiSE# 2 0 0 3 



-3083148 



mm 2002-236129 



i-i? : 302/ 



ATOM 1400 
ATOM 1401 
ATOM 1402 
ATOM 1403 
ATOM 1404 
ATOM 1405 
ATOM 1406 
ATOM 1407 
ATOM 1408 
ATOM 1409 
ATOM 1410 
ATOM 1411 
ATOM 1412 
ATOM 1413 
ATOM 1414 
ATOM 1415 
ATOM 1416 
ATOM 1417 
ATOM 1418 
ATOM 1419 
ATOM 1420 
ATOM 1421 
ATOM 1422 
ATOM 1423 
ATOM 1424 
ATOM 1425 
ATOM 1426 
ATOM 1427 
ATOM 1428 



N LEU A 
CA LEU A 
C LEU A 
0 LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLN A 
CA GLN A 
C GLN A 
0 GLN A 
CB GLN A 
CG GLN A 
CD GLN A 
0E1 GLN A 
NE2 GLN A 
H GLN A 



96 128.201 
96 126.927 
96 125.985 
96 126.309 
96 127.150 
96 127.031 
96 127.658 
96 125.573 
96 128.433 
96 126.478 
96 128.137 
96 126.424 
96 127.563 
96 127.346 
96 128.733 
96 127.339 
96 124.961 
96 125.463 

96 125.261 

97 124.818 
97 123.829 
97 122.418 
97 121.781 
97 123.920 
97 124.007 
97 123.601 
97 122.523 
97 124.464 
97 124.618 



-4.111 
-3.976 
-5.119 
-6.290 
-3.939 
-2. 553 
-2. 548 
-2. 123 
-4.971- 
-3. 044 
-4. 324 
-4.588 
-1.837 
-3.430 
-2. 544 
-1.666 
-2. 970 
-1.344 
-1.752 
-4. 770 
-5. 767 
-5. 307 
-4. 580 
-6. 040 
-4. 778 
-5.011 
-4. 598 
-5. 675 
-3. 821 



11.717 
11.022 
11.386 
11.190 
9.507 
8.870 
7.484 
8. 800 
12. 126 
11.333 
9.301 
9.040 
9.479 
6.944 
7.576 
6.948 
8.524 
8.060 
9.764 
11.919 
12.312 
11.952 
12.715 
13.814 
14.657 
16. 100 
16. 527 
16.858 
12.052 



1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 



miE# 2 0 0 3 



-3083148 



#M 2002-236129 



303/ 



ATOM 1429 


HA 


ATOM 1430 


1HB 


ATOM 1431 


2HB 


ATOM 1432 


1HG 


ATOM 1433 


2HG 


ATOM 1434 


1HE2 


ATOM 1435 


2HE2 


ATOM 1436 


N 


ATOM 1437 


CA 


ATOM 1438 


C 


ATOM 1439 


0 


ATOM 1440 


CB 


ATOM 1441 


CG 


ATOM 1442 


CD 


ATOM 1443 


HA 


ATOM 1444 


1HB 


ATOM 1445 


2HB 


ATOM 1446 


1HG 


ATOM 1447 


2HG 


ATOM 1448 


1HD 


ATOM 1449 


2HD 


ATOM 1450 


N 


ATOM 1451 


CA 


ATOM 1452 


C 


ATOM 1453 


0 


ATOM 1454 


CB 


ATOM 1455 


OG 


ATOM 1456 


H 


ATOM 1457 


HA 



GLN A 
GLN A 
GLN A 
GLN A 
GLN A 
GLN A 
GLN A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
PRO A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 
SER A 



97 124.047 
97 123.045 
97 124.798 
97 125.024 
97 123.354 
97 125.305 

97 124.228 

98 121.906 
98 120.563 
98 119.501 
98 118.481 
98 120.328 
98 121.691 
98 122.594 
98 120.526 
98 119.819 
98 119.730 
98 121.692 
98 122.004 
98 122.681 

98 123.568 

99 119.751 
99 118.818 
99 119.407 
99 120.557 
99 118.462 
99 118.677 
99 120.583 
99 117.920 



-6.679 11.777 1.00 0.00 
-6.593 14.122 1.00 0.00 
-6.637 14.007 1.00 0.00 
-4.418 14.640 1.00 0.00 
-4.030 14.231 1.00 0.00 
-5.974 16.450 1.00 0.00 
-5.840 17.794 1.00 0.00 
-5.725 10.780 1.00 0.00 
-5.349 10.327 1.00 0.00 
-5.591 11.395 1.00 0.00 
-4.905 11.436 1.00 0.00 
-6.262 9.121 1.00 0.00 
-6.560 8.604 1.00 0.00 
-6.595 9.805 1.00 0.00 
-4.315 10.012 1.00 0.00 
-7.160 9.441 1.00 0.00 
-5.745 8.386 1.00 0.00 
-7.519 8.105 1.00 0.00 
-5.782 7.922 1.00 0.00 
-7.602 10.184 1.00 0.00 
-6. 199 9.557 1.00 0.00 
-6.571 12.257 1.00 0.00 
-6.903 13.328 1.00 0.00 
-6.553 14.690 1.00 0.00 
-6.884 14.983 1.00 0.00 
-8.390 13.279 1.00 0.00 
-8.924 11.984 1.00 0.00 
-7.081 12.174 1.00 0.00 
-6.322 13.178 1.00 0.00 
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ATOM 1458 1HB SERA 99 119.079 -8.929 13.983 1.00 0.00 

ATOM 1459 2HB SERA 99 117.422 -8.518 13.540 1.00 0.00 

ATOM 1460 HG SERA 99 119.277 -9.671 12.041 1.00 0.00 

ATOM 1461 N GLY A 100 118.614 -5.885 15.520 1.00 0.00 

ATOM 1462 CA GLY A 100 119.076 -5.501 16.842 1.00 0.00 

ATOM 1463 C GLY A 100 118.068 -5.831 17.927 1.00 0.00 

ATOM 1464 0 GLY A 100 116.862 -5.824 17.680 1.00 0.00 

ATOM 1465 H GLY A 100 117.707 -5.647 15.233 1.00 0.00 

ATOM 1466 1HA GLY A 100 119.999 -6.020 17.052 1.00 0.00 

ATOM 1467 2HA GLY A 100 119.262 -4.437 16.850 1.00 0.00 

ATOM 1468 N PRO A 101 118.536 -6.127 19.153 1.00 0.00 

ATOM 1469 CA PRO A 101 117.654 -6.460 20.276 1.00 0.00 

ATOM 1470 C PRO A 101 116.891 -5.245 20.792 1.00 0.00 

ATOM 1471 0 PRO A 101 117.052 -4.840 21.944 1.00 0.00 

ATOM 1472 CB PRO A 101 118. 620 -6.980 21.3411.00 0.00 

ATOM 1473 CG PRO A 101 119.916 -6.311 21.034 1.00 0.00 

ATOM 1474 CD PRO A 101 119.960 -6.160 19.538 1.00 0.00 

ATOM 1475 HA PROA 101 116.954 -7.238 20.010 1.00 0.00 

ATOM 1476 1HB PRO A 101 118.258 -6.710 22.322 1.00 0.00 

ATOM 1477 2HB PRO A 101 118.705 -8.054 21.263 1.00 0.00 

ATOM 1478 1HG PRO A 101 119.950 -5.343 21.511 1.00 0.00 

ATOM 1479 2HG PRO A 101 120.736 -6.926 21.373 1.00 0.00 

ATOM 1480 1HD PROA 101 120.453 -5.238 19.267 1.00 0.00 

ATOM 1481 2HD PRO A 101 120.461 -7.003 19.088 1.00 0.00 

ATOM 1482 N SERA 102 116.057 -4.667 19.933 1.00 0.00 

ATOM 1483 CA SER A 102 115.268 -3.498 20.303 1.00 0.00 

ATOM 1484 C SER A 102 113. 913 -3.913 20.867 1.00 0.00 

ATOM 1485 0 SERA 102 113.606 -3.648 22.030 1.00 0.00 

ATOM 1486 CB SER A 102 115.071 -2.585 19.0911.00 0.00 
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ATOM 1487 OG SER A 102 114. 531 -1.334 19.478 1.00 0.00 

ATOM 1488 H SER A 102 115.971 -5.036 19.029 1.00 0.00 

ATOM 1489 HA SER A 102 115.812 -2.959 21.064 1.00 0.00 

ATOM 1490 1HB SER A 102 116.024 -2.418 18.611 1.00 0.00 

ATOM 1491 2HB SER A 102 114.394 -3.057 18.394 1.00 0.00 

ATOM 1492 HG SER A 102 115. 179 -0.642 19.319 1.00 0.00 

ATOM 1493 N SERA 103 113.105 -4.563 20.036 1.00 0.00 

ATOM 1494 CA SER A 103 111.783 -5.015 20.452 1.00 0.00 

ATOM 1495 C SER A 103 111.266 -6.112 19.527 1.00 0.00 

ATOM 1496 0 SER A 103 111.769 -6.290 18.418 1.00 0.00 

ATOM 1497 CB SER A 103 110.802 -3.840 20.466 1.00 0.00 

ATOM 1498 OG SER A 103 111.343 -2.733 21.164 1.00 0.00 

ATOM 1499 H SERA 103 113.407 -4.745 19.121 1.00 0.00 

ATOM 1500 HA SER A 103 111.868 -5.413 21.452 1.00 0.00 

ATOM 1501 1HB SER A 103 110.587 -3.541 19.452 1.00 0.00 

ATOM 1502 2HB SERA 103 109.887 -4.146 20.952 1.00 0.00 

ATOM 1503 HG SER A 103 111.681 -3.022 22.014 1.00 0.00 

ATOM 1504 N GLY A 104 110.261 -6.846 19.992 1.00 0.00 

ATOM 1505 CA GLY A 104 109.694 -7.916 19.194 1.00 0.00 

ATOM 1506 C GLY A 104 108.344 -8.374 19.712 1.00 0.00 

ATOM 1507 0 GLY A 104 108.159 -9.597 19.890 1.00 0.00 

ATOM 1508 OXT GLY A 104 107.472 -7.510 19.941 1.00 0.00 

ATOM 1509 H GLY A 104 109.901 -6.658 20.885 1.00 0.00 

ATOM 1510 1HA GLY A 104 109.578 -7.571 18.178 1.00 0.00 

ATOM 1511 2HA GLY A 104 110.373 -8.756 19.203 1.00 0.00 

TER 1512 GLY A 104 
ENDMDL 

[0 10 3] 
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ATOM 1 N GLY A 1112.318 9.750 -2.270 1.00 0.00 

ATOM 2 CA GLY A 1111.240 9.201 -3.139 1.00 0.00 

ATOM 3 C GLY A 1110.691 7.886 -2.623 1.00 0.00 

ATOM 4 0 GLY A 1109.480 7.663 -2.635 1.00 0.00 

ATOM 5 1H GLY A 1113.178 9.172 -2.358 1.00 0.00 

ATOM 6 2H GLY A 1112.012 9.746 -1.276 1.00 0.00 

ATOM 7 3H GLY A 1112.539 10.727 -2.549 1.00 0.00 

ATOM 8 1HA GLY A 1110.435 9.918 -3.192 1.00 0.00 

ATOM 9 2HA GLY A 1111.637 9.047 -4.132 1.00 0.00 

ATOM 10 N SERA 2 111.584 7.013 -2.167 1.00 0.00 

ATOM 11 CA SERA 2 111.182 5.712 -1.643 1.00 0.00 

ATOM 12 C SERA 2 112.008 5.342 -0.415 1.00 0.00 

ATOM 13 0 SERA 2 111.463 4.944 0.615 1.00 0.00 

ATOM 14 CB SERA 2 111.337 4.636 -2.718 1.00 0.00 

ATOM 15 OG SERA 2 110.409 4.831 -3.772 1.00 0.00 

ATOM 16 H SERA 2 112.534 7.249 -2.182 1.00 0.00 

ATOM 17 HA SERA 2 110.143 5.776 -1.357 1.00 0.00 

ATOM 18 1HB SERA 2 112.337 4.677 -3.125 1.00 0.00 

ATOM 19 2HB SERA 2 111.166 3.664 -2.280 1.00 0.00 

ATOM 20 HG SERA 2 109.545 5.031 -3.405 1.00 0.00 

ATOM 21 N SERA 3 113.325 5.477 -0.531 1.00 0.00 

ATOM 22 CA SERA 3 114.226 5.157 0.571 1.00 0.00 

ATOM 23 C SERA 3 114.354 6.336 1.530 1.00 0.00 

ATOM 24 0 SERA 3 114.036 6.223 2.713 1.00 0.00 

ATOM 25 CB SERA 3 115.604 4.770 0.033 1.00 0.00 

ATOM 26 OG SERA 3 116.188 5.838 -0.692 1.00 0.00 

ATOM 27 H SERA 3 113.700 5.799 -1.377 1.00 0.00 

ATOM 28 HA SERA 3 113.809 4.316 1.105 1.00 0.00 
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ATOM 29 


1HB 


SER A 


3 116.252 


4.515 


0.859 1.00 0.00 


ATOM 30 


2HB 


SER A 


3 115.506 


3.917 


-0.623 1.00 0.00 


ATOM 31 


HG 


SER A 


3 117.117 


5.913 


-0.460 1.00 0.00 


ATOM 32 


N 


GLY A 


4 114.820 


7.466 


1.009 1.00 0.00 


ATOM 33 


CA 


GLY A 


4 114.983 


8.649 


1.833 1.00 0.00 


ATOM 34 


C 


GLY A 


4 116.174 


8.550 


2.765 1.00 0.00 


ATOM 35 


0 


GLY A 


4 116.069 


8.004 


3.863 1.00 0.00 


ATOM 36 


H 


GLY A 


4 115.058 


7.497 


0.060 1.00 0.00 


ATOM 37 


1HA 


GLY A 


4 115.113 


9.507 


1.190 1.00 0.00 


ATOM 38 


2HA 


GLY A 


4 114.089 


8.787 


2.424 1.00 0.00 


ATOM 39 


N 


SER A 


5 117.312 


9.078 


2.326 1.00 0.00 


ATOM 40 


CA 


SER A 


5 118.529 


9.046 


3.127 1.00 0.00 


ATOM 41 


C 


SER A 


5 119.241 


10. 395 


3.092 1.00 0.00 


ATOM 42 


0 


SER A 


5 119.252 


11.074 


2.066 1.00 0.00 


ATOM 43 


CB 


SER A 


5 119.468 


7.948 


2.623 1.00 0.00 


ATOM 44 


OG 


SER A 


5 119.748 


8.109 


1.244 1.00 0.00 


ATOM 45 


H 


SER A 


5 117.334 


9.500 


1.441 1.00 0.00 


ATOM 46 


HA 


SER A 


5 118.249 


8.827 


4.147 1.00 0.00 


ATOM 47 


1HB 


SER A 


5 120.397 


7.991 


3.173 1.00 0.00 


ATOM 48 


2HB 


SER A 


5 119.006 


6.984 


2.774 1.00 0.00 


ATOM 49 


HG 


SER A 


5 120.660 


7.865 


1.070 1.00 0.00 


ATOM 50 


N 


SER A 


6 119.832 


10.776 


4.219 1.00 0.00 


ATOM 51 


CA 


SER A 


6 120.546 


12.044 


4.317 1.00 0.00 


ATOM 52 


C 


SER A 


6 121.965 


11.832 


4.834 1.00 0.00 


ATOM 53 


0 


SER A 


6 122.531 


12.701 


5.498 1.00 0.00 


ATOM 54 


CB 


SER A 


6 119.794 


13.006 


5.238 1.00 0.00 


ATOM 55 


OG 


SER A 


6 118.457 


13. 187 


4.805 1.00 0.00 


ATOM 56 


H 


SER A 


6 119.789 


10. 190 


5.003 1.00 0.00 


ATOM 57 


HA 


SER A 


6 120.597 


12.473 


3.327 1.00 0.00 
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ATOM 58 


1HB 


SER A 


6 119.782 


12. 606 


6.240 1.00 0.00 


ATOM 59 


2HB 


SER A 


6 120.292 


13. 964 


5.238 1.00 0.00 


ATOM 60 


HG 


SER A 


6 118.443 


13.319 


3.854 1.00 0.00 


ATOM 61 


N 


GLY A 


7 122.535 


10. 671 


4.527 1.00 0.00 


ATOM 62 


CA 


GLY A 


7 123.883 


10. 367 


4.969 1.00 0.00 


ATOM 63 


C 


GLY A 


7 124.017 


8.950 


5.488 1.00 0.00 


ATOM 64 


0 


GLY A 


7 123.400 


8.587 


6.490 1.00 0.00 


ATOM 65 


H 


GLY A 


7 122.036 


10.016 


3.995 1.00 0.00 


ATOM 66 


1HA 


GLY A 


7 124.561 


10. 500 


4.139 1.00 0.00 


ATOM 67 


2HA 


GLY A 


7 124.155 


11.054 


5.756 1.00 0.00 


ATOM 68 


N 


LEU A 


8 124.825 


8.144 


4.805 1.00 0.00 


ATOM 69 


CA 


LEU A 


8 125.038 


6.758 


5.203 1.00 0.00 


ATOM 70 


C 


LEU A 


8 126.306 


6.621 


6.038 1.00 0.00 


ATOM 71 


0 


LEU A 


8 126.247 


6.510 


7.263 1.00 0.00 


ATOM 72 


CB 


LEU A 


8 125.123 


5.858 


3.969 1.00 0.00 


ATOM 73 


CG 


LEU A 


8 123.782 


5.319 


3.467 1.00 0.00 


ATOM 74 


CD1 


LEU A 


8 123.953 


4.629 


2.123 1.00 0.00 


ATOM 75 


CD2 


LEU A 


8 123.178 


4.364 


4.486 1.00 0.00 


ATOM 76 


H 


LEU A 


8 125.289 


8.492 


4.014 1.00 0.00 


ATOM 77 


HA 


LEU A 


8 124.196 


6.453 


5.801 1.00 0.00 


ATOM 78 


1HB 


LEU A 


8 125.583 


6.421 


3.169 1.00 0.00 


ATOM 79 


2HB 


LEU A 


8 125.757 


5.017 


4.205 1.00 0.00 


ATOM 80 


HG 


LEU A 


8 123.097 


6.144 


3.333 1.00 0.00 


ATOM 81 


1HD1 LEU A 


8 123.170 


3.896 


1.992 1.00 0.00 


ATOM 82 


2HD1 LEU A 


8 124.915 


4.140 


2.089 1.00 0.00 


ATOM 83 


3HD1 LEU A 


8 123.893 


5.362 


1.331 1.00 0.00 


ATOM 84 


1HD2 LEU A 


8 123.006 


4.890 


5.414 1.00 0.00 


ATOM 85 


2HD2 LEU A 


8 123.859 


3.544 


4.658 1.00 0.00 


ATOM 86 


3HD2 LEU A 


8 122.241 


3.982 


4.110 1.00 0.00 
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ATOM 87 


N 


ALA A 


9 127.450 


6.628 


5.367 1.00 0.00 


ATOM 88 


CA 


ALA A 


9 128.735 


6.505 


6.044 1.00 0.00 


ATOM 89 


C 


ALA A 


9 129.891 


6.773 


5.085 1.00 0.00 


ATOM 90 


0 


ALA A 


9 130.601 


5.854 


4.679 1.00 0.00 


ATOM 91 


CB 


ALA A 


9 128.872 


5.123 


6.665 1.00 0.00 


ATOM 92 


H 


ALA A 


9 127.429 


6.720 


4.392 1.00 0.00 


ATOM 93 


HA 


ALA A 


9 128.764 


7.235 


6.839 1.00 0.00 


ATOM 94 


1HB 


ALA A 


9 127.891 


4.724 


6.876 1.00 0.00 


ATOM 95 


2HB 


ALA A 


9 129.436 


5.195 


7.583 1.00 0.00 


ATOM 96 


3HB 


ALA A 


9 129.387 


4.468 


5.978 1.00 0. 00 


ATOM 97 


N 


MET A 


10 130.074 


8.041 


4.727 1.00 0.00 


ATOM 98 


CA 


MET A 


10 131.144 


8.429 


3.816 1.00 0.00 


ATOM 99 


C 


MET A 


10 131.191 


9.946 


3.646 1.00 0.00 


ATOM 100 


0 


MET A 


10 130.954 


10.465 


2.554 1.00 0.00 


ATOM 101 


CB 


MET A 


10 130.955 


7.754 


2.457 1.00 0.00 


ATOM 102 


CG 


MET A 


10 129.539 


7.863 


1.913 1.00 0.00 


ATOM 103 


SD 


MET A 


10 129.407 


9.023 


0.539 1.00 0.00 


ATOM 104 


CE 


MET A 


10 129.163 


7.897 


-0.833 1.00 0.00 


ATOM 105 


H 


MET A 


10 129.476 


8.729 


5.084 1.00 0.00 


ATOM 106 


HA 


MET A 


10 132.078 


8.099 


4.245 1.00 0.00 


ATOM 107 


1HB 


MET A 


10 131.628 


8.210 


1.746 1.00 0.00 


ATOM 108 


2HB 


MET A 


10 131.202 


6.707 


2.551 1.00 0.00 


ATOM 109 


1HG 


MET A 


10 129.223 


6.888 


1.573 1.00 0.00 


ATOM 110 


2HG 


MET A 


10 128.887 


8.193 


2.709 1.00 0.00 


ATOM 111 


1HE 


MET A 


10 130.124 


7.587 


-1.218 1.00 0.00 


ATOM 112 


2HE 


MET A 


10 128.607 


8.395 


-1.613 1.00 0.00 


ATOM 113 


3HE 


MET A 


10 128.615 


7.031 


-0.494 1.00 0.00 


ATOM 114 


N 


PRO A 


11 131.502 


10.682 


4.727 1.00 0.00 


ATOM 115 


CA 


PRO A 


11 131.579 


12. 145 


4.688 1.00 0.00 
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ATOM 116 


C 


PRO A 


ATOM 117 


0 


PRO A 


ATOM 118 


CB 


PRO A 


ATOM 119 


CG 


PRO A 


ATOM 120 


CD 


PRO A 


ATOM 121 


HA 


PRO A 


ATOM 122 


1HB 


PRO A 


ATOM 123 


2HB 


PRO A 


ATOM 124 


1HG 


PRO A 


ATOM 125 


2HG 


PRO A 


ATOM 126 


1HD 


PRO A 


ATOM 127 


2HD 


PRO A 


ATOM 128 


N 


PRO A 


ATOM 129 


CA 


PRO A 


ATOM 130 


C 


PRO A 


ATOM 131 


0 


PRO A 


ATOM 132 


CB 


PRO A 


ATOM 133 


CG 


PRO A 


ATOM 134 


CD 


PRO A 


ATOM 135 


HA 


PRO A 


ATOM 136 


1HB 


PRO A 


ATOM 137 


2HB 


PRO A 


ATOM 138 


1HG 


PRO A 


ATOM 139 


2HG 


PRO A 


ATOM 140 


1HD 


PRO A 


ATOM 141 


2HD 


PRO A 


ATOM 142 


N 


GLY A 


ATOM 143 


CA 


GLY A 


ATOM 144 


C 


GLY A 



11 132.593 
11 132.293 
11 132.019 
11 131.698 
11 131.801 
11 130.615 
11 133.076 
11 131.469 
11 132.411 
11 130.696 
11 132.798 

11 131.072 

12 133.809 
12 134.853 
12 134.377 
12 134.926 
12 135.981 
12 135.751 
12 134.262 
12 135.206 
12 135.918 
12 136.935 
12 136.135 
12 136.229 
12 133.834 

12 134.023 

13 133.351 
13 132.818 
13 133.068 



12.645 3.660 1.00 0.00 

13.544 2.875 1.00 0.00 

12.534 6.104 1.00 0.00 

11.352 6.955 1.00 0.00 

10.145 6.065 1.00 0.00 

12.582 4.476 1.00 0.00 

12.749 6.109 1.00 0.00 

13.407 6.424 1.00 0.00 

11.280 7.761 1.00 0.00 

11.444 7.348 1.00 0.00 

9.733 6.102 1.00 0.00 

9.402 6.353 1.00 0.00 

12.066 3.642 1.00 0.00 

12.465 2.692 1.00 0.00 

12.375 1.247 1.00 0.00 

13.028 0.359 1.00 0.00 

11.461 2.945 1.00 0.00 

10.969 4.331 1.00 0.00 

10.980 4.532 1.00 0.00 

13.467 2.892 1.00 0.00 

10.658 2.225 1.00 0.00 

11.957 2.856 1.00 0.00 

9.965 4.434 1.00 0.00 

11.629 5.040 1.00 0.00 

10.034 4.236 1.00 0.00 

11.198 5.561 1.00 0.00 

11.559 1.017 1.00 0.00 

11.397 -0.322 1.00 0.00 

10.012 -0.886 1.00 0.00 
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ATOM 145 


0 


GLY A 


13 132.330 


9.545 


-1.754 1.00 0.00 


ATOM 146 


H 


GLY A 


13 132.954 


11.064 


1.765 1.00 0.00 


ATOM 147 


1HA 


GLY A 


13 131.753 


11.577 


-0.298 1.00 0.00 


ATOM 148 


2HA 


GLY A 


13 133.278 


12. 127 


-0.972 1.00 0.00 


ATOM 149 


N 


ASN A 


14 134.112 


9.353 


-0.393 1.00 0.00 


ATOM 150 


CA 


ASN A 


14 134.459 


8.014 


-0.854 1.00 0.00 


ATOM 151 


C 


ASN A 


14 133.299 


7.045 


-0.640 1.00 0.00 


ATOM 152 


0 


ASN A 


14 132.195 


7.453 


-0.284 1.00 0.00 


ATOM 153 


CB 


ASN A 


14 135.703 


7.506 


-0.122 1.00 0.00 


ATOM 154 


CG 


ASN A 


14 136.823 


8.529 


-0.108 1.00 0.00 


ATOM 155 


0D1 


ASN A 


14 136.609 


9.697 


0.216 1.00 0.00 


ATOM 156 


ND2 


ASN A 


14 138.026 


8.093 


-0.460 1.00 0.00 


ATOM 157 


H 


ASN A 


14 134.664 


9.778 


0.297 1.00 0.00 


ATOM 158 


HA 


ASN A 


14 134.672 


8.072 


-1.911 1.00 0.00 


ATOM 159 


1HB 


ASN A 


14 135.442 


7.272 


0.899 1.00 0.00 


ATOM 160 


2HB 


ASN A 


14 136.062 


6.613 


-0.612 1.00 0.00 


ATOM 161 


1HD2 ASN A 


14 138.123 


7.149 


-0.706 1.00 0.00 



ATOM 162 2HD2 ASN A 14 138.769 8.733 -0.460 1.00 0.00 



ATOM 163 


N 


SER A 


15 


133. 559 


5.761 


-0.861 1.00 0.00 


ATOM 164 


CA 


SER A 


15 


132. 538 


4.734 


-0.693 1.00 0.00 


ATOM 165 


C 


SER A 


15 


132.234 


4.506 


0.785 1.00 0.00 


ATOM 166 


0 


SER A 


15 


131. 163 


4.867 


1.271 1.00 0.00 


ATOM 167 


CB 


SER A 


15 


132. 989 


3.423 


-1.341 1.00 0.00 


ATOM 168 


OG 


SER A 


15 


132. 025 


2.403 


-1.154 1.00 0.00 


ATOM 169 


H 


SER A 


15 


134.460 


5.496 


-1.144 1.00 0.00 


ATOM 170 


HA 


SER A 


15 


131.639 


5.077 


-1.184 1.00 0.00 


ATOM 171 


1HB 


SER A 


15 


133. 130 


3.578 


-2.400 1.00 0.00 


ATOM 172 


2HB 


SER A 


15 133.921 


3.108 


-0.896 1.00 0.00 


ATOM 173 


HG 


SER A 


15 132.121 


2.027 


-0.276 1.00 0.00 



tbSE^ 2003-3083148 



#0 2002-236129 



^-v: 312/ 



ATOM 174 


N 


HIS A 


16 133.184 


3.902 


ATOM 175 


CA 


HIS A 


16 133.019 


3.626 


ATOM 176 


C 


HIS A 


16 133.864 


4.578 


ATOM 177 


0 


HIS A 


16 133.441 


5.026 


ATOM 178 


CB 


HIS A 


16 133.401 


2. 176 


ATOM 179 


CG 


HIS A 


16 132.222 


1.262 


ATOM 180 


ND1 


HIS A 


16 131.448 


1.193 


ATOM 181 


CD2 


HIS A 


16 131.686 


0.375 


ATOM 182 


CE1 


HIS A 


16 130.487 


0.303 


ATOM 183 


NE2 


HIS A 


16 130.610 


-0.207 


ATOM 184 


H 


HIS A 


16 134.016 


3.638 


ATOM 185 


HA 


HIS A 


16 131.978 


3.775 


ATOM 186 


1HB 


HIS A 


16 134.024 


1.800 


ATOM 187 


2HB 


HIS A 


16 133.953 


2. 144 


ATOM 188 


HD1 


HIS A 


16 131.582 


1.718 


ATOM 189 


HD2 


HIS A 


16 132.040 


0.165 


ATOM 190 


HE1 


HIS A 


16 129.730 


0. 038 


ATOM 191 


HE2 


HIS A 


16 129.981 


-0. 833 


ATOM 192 


N 


GLY A 


17 135.063 


4.882 


ATOM 193 


CA 


GLY A 


17 135.949 


5.778 


ATOM 194 


C 


GLY A 


17 137.401 


5.349 


ATOM 195 


0 


GLY A 


17 138.064 


5.173 


ATOM 196 


H 


GLY A 


17 135.348 


4.495 


ATOM 197 


1HA 


GLY A 


17 135.854 


6.771 


ATOM 198 


2HA 


GLY A 


17 135.654 


5.805 


ATOM 199 


N 


LEU A 


18 137.897 


5. 182 


ATOM 200 


CA 


LEU A 


18 139.279 


4.771 


ATOM 201 


C 


LEU A 


18 140.246 


5.872 


ATOM 202 


0 


LEU A 


18 140.497 


6.814 



1.492 1.00 0.00 
2.914 1.00 0.00 
3.754 1.00 0.00 
4.820 1.00 0.00 
3.221 1.00 0.00 
3.354 1.00 0.00 

4.493 1.00 0.00 
2.482 1.00 0.00 
4.316 1.00 0.00 
3.104 1.00 0.00 
1.047 1.00 0.00 
3.162 1.00 0.00 
2.424 1.00 0.00 
4.149 1.00 0.00 
5.309 1.00 0.00 
1.482 1.00 0.00 
5.039 1.00 0.00 
2.688 1.00 0.00 
3.267 1.00 0.00 
3.985 1.00 0.00 
3.901 1.00 0.00 
4.923 1.00 0.00 
2.413 1.00 0.00 
3.570 1.00 0.00 
5.024 1.00 0.00 
2.678 1.00 0.00 
2.465 1.00 0.00 
2.888 1.00 0.00 
2.136 1.00 0.00 



tttliE# 2003-3083148 
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ATOM 203 


CB 


LEU A 


ATOM 204 


CG 


LEU A 


ATOM 205 


CD1 


LEU A 


ATOM 206 


CD2 


LEU A 


ATOM 207 


H 


LEU A 


ATOM 208 


HA 


LEU A 


ATOM 209 


1HB 


LEU A 


ATOM 210 


2HB 


LEU A 


ATOM 211 


HG 


LEU A 


ATOM 212 


1HD1 


LEU A 


ATOM 213 


2HD1 LEU A 


ATOM 214 


3HD1 LEU A 


ATOM 215 


1HD2 LEU A 


ATOM 216 


2HD2 LEU A 


ATOM 217 


3HD2 LEU A 


ATOM 218 


N 


GLU A 


ATOM 219 


CA 


GLU A 


ATOM 220 


C 


GLU A 


ATOM 221 


0 


GLU A 


ATOM 222 


CB 


GLU A 


ATOM 223 


CG 


GLU A 


ATOM 224 


CD 


GLU A 


ATOM 225 


0E1 


GLU A 


ATOM 226 


0E2 


GLU A 


ATOM 227 


H 


GLU A 


ATOM 228 


HA 


GLU A 


ATOM 229 


1HB 


GLU A 


ATOM 230 


2HB 


GLU A 


ATOM 231 


1HG 


GLU A 



18 139.506 4.415 

18 138.484 3.445 

18 138.481 3.540 

18 138.781 2.021 

18 137.318 5.338 

18 139.462 3.895 

18 139.484 5.328 

18 140.486 3.972 

18 137.498 3.709 

18 138.860 4.506 

18 137.472 3.419 

18 139.109 2.763 

18 139.591 1.619 

18 137.899 1.411 

18 139.061 2.021 

19 140.783 5.748 
19 141.722 6.733 
19 142.809 6.061 
19 142.810 . 4.843 
19 140.984 7.772 
19 140.233 7.174 
19 139.754 8.226 
19 140.533 9.155 
19 138.599 8.123 
19 140.544 4.976 
19 142.184 7.230 
19 141.702 8.483 
19 140.274 8.291 
19 139.375 6.635 



0. 994 1. 00 0. 00 
0.398 1.00 0.00 
•1.120 1.00 0.00 
0.844 1.00 0.00 
1.903 1.00 0.00 
3.070 1.00 0.00 
0.417 1.00 0.00 
0.900 1.00 0.00 
0.751 1.00 0.00 
-1.421 1.00 0.00 
-1.485 1.00 0.00 
-1.530 1.00 0.00 
0.254 1.00 0.00 
0.709 1.00 0.00 
1.887 1.00 0.00 
4.096 1.00 0.00 

4.621 1.00 0.00 
5.452 1.00 0.00 

5.622 1.00 0.00 
5.467 1.00 0.00 
6.645 1.00 0.00 
7.625 1.00 0.00 
7.928 1.00 0.00 
8.091 1.00 0.00 
4.650 1.00 0.00 
3.779 1.00 0.00 
5.849 1.00 0.00 
4.841 1.00 0.00 
6.272 1.00 0.00 

tBi£# 2003-3083148 
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ATOM 232 


2HG 


GLU A 


19 


140.888 


6.490 


ATOM 233 


N 


VAL A 


20 


143.732 


6.865 


ATOM 234 


CA 


VAL A 


20 


144. 825 


6.349 


ATOM 235 


C 


VAL A 


20 


144. 297 


5.620 


ATOM 236 


0 


VAL A 


20 143.530 


6.181 


ATOM 237 


CB 


VAL A 


20 


145. 770 


7.479 


ATOM 238 


CGI 


VAL A 


20 


146. 993 


6.908 


ATOM 239 


CG2 


VAL A 


20 


146. 181 


8.337 


ATOM 240 


H 


VAL A 


20 143.678 


7.829 


ATOM 241 


HA 


VAL A 


20 


145.391 


5.654 


ATOM 242 


HB 


VAL A 


20 


145.240 


8. 105 


ATOM 243 


1HG1 


VAL A 


20 


146. 795 


6.830 


ATOM 244 


2HG1 VAL A 


20 


147.838 


7.559 


ATOM 245 


3HG1 VAL A 


20 


147.211 


5.928 


ATOM 246 


1HG2 VAL A 


20 


145. 398 


9.046 


ATOM 247 


2HG2 VAL A 


20 


146.348 


7.705 


ATOM 248 


3HG2 VAL A 


20 


147. 091 


8.868 


ATOM 249 ' 


N 


GLY A 


21 


144.711 


4.369 


ATOM 250 


CA 


GLY A 


21 


144. 269 


3. 583 


ATOM 251 


C 


GLY A 


21 


143.228 


2.548 


ATOM 252 


0 


GLY A 


21 


143.210 


1.447 


ATOM 253 


H 


GLY A 


21 


145. 322 


3.975 


ATOM 254 


1HA 


GLY A 


21 


145. 123 


3.080 


ATOM 255 


2HA 


GLY A 


21 


143.847 


4.248 


ATOM 256 


N 


SER A 


22 


142.359 


2.901 


ATOM 257 


CA 


SER A 


22 141.310 


1.995 


ATOM 258 


C 


SER A 


22 


141.877 


0.922 


ATOM 259 


0 


SER A 


22 


142. 764 


1.192 


ATOM 260 


CB 


SER A 


22 140.208 


2.774 



7.164 1.00 0.00 
5.969 1.00 0.00 
6.785 1.00 0.00 
8.015 1.00 0.00 
8.799 1.00 0.00 
7.235 1.00 0.00 
7.939 1.00 0.00 
6.049 1.00 0.00 
5.798 1.00 0.00 
6.182 1.00 0.00 

7.938 1.00 0.00 
8.997 1.00 0.00 
7.777 1.00 0.00 
7.540 1.00 0.00 
5.828 1.00 0.00 
5.189 1.00 0.00 
6.287 1.00 0.00 
8.179 1.00 0.00 
9.316 1.00 0.00 

8.939 1.00 0.00 
9.489 1.00 0.00 
7.522 1.00 0.00 
9.745 1.00 0.00 

10.056 1.00 0.00 
7.997 1.00 0.00 
7.546 1.00 0.00 
6.622 1.00 0.00 
5.812 1.00 0.00 
6.826 1.00 0.00 

tfJSE# 2003-3083148 
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ATOM 261 


OG 


SER A 


ATOM 262 


H 


SER A 


ATOM 263 


HA 


SER A 


ATOM 264 


1HB 


SER A 


ATOM 265 


2HB 


SER A 


ATOM 266 


HG 


SER A 


ATOM 267 


N 


LEU A 


ATOM 268 


CA 


LEU A 


ATOM 269 


C 


LEU A 


ATOM 270 


0 


LEU A 


ATOM 271 


CB 


LEU A 


ATOM 272 


CG 


LEU A 


ATOM 273 


CD1 


LEU A 


ATOM 274 


CD2 


LEU A 


ATOM 275 


H 


LEU A 


ATOM 276 


HA 


LEU A 


ATOM 277 


1HB 


LEU A 


ATOM 278 


2KB 


LEU A 


ATOM 279 


HG 


LEU A 


ATOM 280 


1HD1 LEU A 


ATOM 281 


2HD1 LEU A 


ATOM 282 


3HD1 LEU A 


ATOM 283 


1HD2 LEU A 


ATOM 284 


2HD2 LEU A 


ATOM 285 


3HD2 LEU A 


ATOM 286 


N 


ALA A 


ATOM 287 


CA 


ALA A 


ATOM 288 


C 


ALA A 


ATOM 289 


0 


ALA A 



22 139.268 3.299 

22 142.425 3.793 

22 140.889 1.516 

22 140.649 3.592 

22 139.694 2.116 

22 138.475 3.569 

23 141.359 -0.295 
23 141.815 -1.410 
23 141.296 -1.278 
23 140.234 -0.702 
23 141.353 -2.738 
23 141.931 -3.059 
23 140.954 -3.903 
23 143.268 -3.773 
23 140.655 -0.449 
23 142.894 -1.388 
23 140.276 -2.718 
23 141.633 -3.531 
23 142.096 -2.137 
23 140.921 -4.902 
23 139.970 -3.460 
23 141.277 -3.944 
23 143.908 -3.500 
23 143.736 -3.485 

23 143.107 -4.841 

24 142.055 -1.814 
24 141.672 -1.757 
24 142.245 -2.941 
24 143.206 -3.573 



7.747 1.00 0.00 
7.596 1.00 0.00 
8.417 1.00 0.00 

6.276 1.00 0.00 
6.141 1.00 0.00 

7.277 1.00 0.00 
6.749 1.00 0.00 
5.924 1.00 0.00 
4.496 1.00 0.00 
4.261 1.00 0.00 
6.526 1.00 0.00 
7.905 1.00 0.00 
8.709 1.00 0.00 
7.769 1.00 0.00 
7.412 1.00 0.00 
5.907 1.00 0.00 
6.605 1.00 0.00 
5.850 1.00 0.00 
8.443 1.00 0.00 
8.302 1.00 0.00 
8.659 1.00 0.00 
9.739 1.00 0.00 
8.594 1.00 0.00 
6.840 1.00 0.00 
7.776 1.00 0.00 
3.546 1.00 0.00 
2.140 1.00 0.00 
1.367 1.00 0.00 
1.804 1.00 0.00 

ttHE# 2003-3083148 
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ATOM 290 


CB 


ALA A 


24 142.135 


-0.447 


ATOM 291 


H 


ALA A 


24 142.890 


-2.260 


ATOM 292 


HA 


ALA A 


24 140.593 


-1.793 


ATOM 293 


1HB 


ALA A 


24 143.026 


-0. 105 


ATOM 294 


2HB 


ALA A 


24 141.356 


0.295 


ATOM 295 


3HB 


ALA A 


24 142.350 


-0.601 


ATOM 296 


N 


GLU A 


25 141.647 


-3.236 


ATOM 297 


CA 


GLU A 


25 142.098 


-4.344 


ATOM 298 


C 


GLU A 


25 142.441 


-3. 863 


ATOM 299 


0 


GLU A 


25 141.810 


-2.945 


ATOM 300 


CB 


GLU A 


25 141.023 


-5.430 


ATOM 301 


CG 


GLU A 


25 141.523 


-6. 747 


ATOM 302 


CD 


GLU A 


25 140.399 


-7. 623 


ATOM 303 


0E1 


GLU A 


25 140.407 


-7.947 


ATOM 304 


0E2 


GLU A 


25 139.511 


-7. 986 


ATOM 305 


H 


GLU A 


25 140.885 


-2. 695 


ATOM 306 


HA 


GLU A 


25 142.987 


-4. 758 


ATOM 307 


1HB 


GLU A 


25 140.646 


-5.611 


ATOM 308 


2HB 


GLU A 


25 140.212 


-5.078 


ATOM 309 


1HG 


GLU A 


25 142.200 


-6. 540 


ATOM 310 


2HG 


GLU A 


25 142.048 


-7.283 


ATOM 311 


N 


VAL A 


26 143.445 


-4.489 


ATOM 312 


CA 


VAL A 


26 143.872 


-4. 124 


ATOM 313 


C 


VAL A 


26 143.444 


-5. 178 


ATOM 314 


0 


VAL A 


26 143.415 


-6. 370 


ATOM 315 


CB 


VAL A 


26 145.399 


-3.944 


ATOM 316 


CGI 


VAL A 


26 145.804 


-3. 375 


ATOM 317 


CG2 


VAL A 


26 145.890 


-3.054 


ATOM 318 


H 


VAL A 


26 143.910 


-5.212 



1.520 1.00 0.00 
3.795 1.00 0.00 
2.086 1.00 0.00 
2.025 1.00 0.00 
1.623 1.00 0.00 
0.473 1.00 0.00 
0.217 1.00 0.00 
-0.617 1.00 0.00 
-2.023 1.00 0.00 
-2.547 1.00 0.00 
-0.684 1.00 0.00 
-1.252 1.00 0.00 
-1.770 1.00 0.00 
-2.976 1.00 0.00 
-0.970 1.00 0.00 
-0.079 1.00 0.00 
-0.164 1.00 0.00 
0.311 1.00 0.00 
-1.306 1.00 0.00 
-2.066 1.00 0.00 
-0.475 1.00 0.00 
-2.629 1.00 0.00 
-3.974 1.00 0.00 
-4.990 1.00 0.00 
-4.688 1.00 0.00 
-4.051 1.00 0.00 
-5.401 1.00 0.00 
-2.919 1.00 0.00 
-2.160 1.00 0.00 
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ATOM 319 


HA 


VAL A 


ATOM 320 


HB 


VAL A 


ATOM 321 


1HG1 VAL A 


ATOM 322 


2HG1 VAL A 


ATOM 323 


3HG1 VAL A 


ATOM 324 


1HG2 VAL A 


ATOM 325 


2HG2 VAL A 


ATOM 326 


3HG2 VAL A 


ATOM 327 


N 


LYS A 


ATOM 328 


CA 


LYS A 


ATOM 329 


C 


LYS A 


ATOM 330 


0 


LYS A 


ATOM 331 


CB 


LYS A 


ATOM 332 


CG 


LYS A 


ATOM 333 


CD 


LYS A 


ATOM 334 


CE 


LYS A 


ATOM 335 


NZ 


LYS A 


ATOM 336 


H 


LYS A 


ATOM 337 


HA 


LYS A 


ATOM 338 


1HB 


LYS A 


ATOM 339 


2HB 


LYS A 


ATOM 340 


1HG 


LYS A 


ATOM 341 


2HG 


LYS A 


ATOM 342 


1HD 


LYS A 


ATOM 343 


2HD 


LYS A 


ATOM 344 


1HE 


LYS A 


ATOM 345 


2HE 


LYS A 


ATOM 346 


1HZ 


LYS A 


ATOM 347 


2HZ 


LYS A 



26 143.406 
26 145.861 
26 146.882 
26 145.401 
26 145.418 
26 145.976 
26 145.186 

26 146.855 

27 143.116 
27 142.690 
27 143.880 
27 144.102 
27 141.647 
27 140.301 
27 139.285 
27 139.368 
27 138.350 
27 143.160 
27 142.245 
27 142.021 
27 141.499 
27 140.429 
27 139.933 
27 138.293 
27 139.475 
27 139.208 
27 140.353 
27 137.554 
27 138.772 



-3. 183 
-4.915 
-3.336 
-2. 378 
-4.005 
-3.637 
-2.250 
-2.643 
-4.729 
-5.633 
-6.082 
-5.577 
-4. 954 
-4. 761 
-5.786 
-7. 071 
-7. 109 
-3.766 
-6. 501 
-3.983 
-5. 556 
-4.864 
-3. 771 
-5. 372 
-6. 014 
-7. 909 
-7. 141 
-6.482 
-6. 795 



-4. 229 
-3. 942 
-5.467 
-5. 506 
-6. 188 
-2.013 
-2. 763 
-3. 175 
-6. 197 
-7.259 
-8. 101 
-9. 201 
-8. 149 
-7.470 
-7. 945 
-7. 135 
-6.048 
-6. 378 
-6. 796 
-8.443 
-9.034 
-6.403 
-7.698 
-7.841 
-8.984 
-7.795 
-6.697 
-6.282 
-5. 152 



1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
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ATOM 348 3HZ LYS A 27 137. 992 -8. 078 

ATOM 349 N GLU A 28 144.644 -7.034 

ATOM 350 CA GLU A 28 145.812 -7.553 

ATOM 351 C GLU A 28 145.714 -9.064 

ATOM 352 0 GLU A 28 144.671 -9.664 

ATOM 353 CB GLU A 28 147.091 -7.198 

ATOM 354 CG GLU A 28 148. 178 -6. 601 

ATOM 355 CD GLU A 28 149. 554 -7. 148 

ATOM 356 0E1 GLU A 28 150.418 -7.154 

ATOM 357 0E2 GLU A 28 149. 770 -7. 572 

ATOM 358 H GLU A 28 144.417 -7.397 

ATOM 359 HA GLU A 28 145.846 -7.088 

ATOM 360 1HB GLU A 28 146.849 -6.482 

ATOM 361 2HB GLU A 28 147.483 -8.092 

ATOM 362 1HG GLU A 28 147.952 -6.824 

ATOM 363 2HG GLU A 28 148. 190 -5. 530 

ATOM 364 N ASN A 29 146.807 -9.675 

ATOM 365 CA ASN A 29 146.843-11.117 

ATOM 366 C ASN A 29 146.916 -11.858 

ATOM 367 0 ASN A 29 146.049 -12.673 

ATOM 368 CB ASN A 29 148.038 -11.495 

ATOM 369 CG ASN A 29 147.648 -11.689 

ATOM 370 0D1 ASN A 29 147.487 -12.817 

ATOM 371 ND2 ASN A 29 147.495 -10.586 

ATOM 372 H ASN A 29 147. 608 -9. 143 

ATOM 373 HA ASN A 29 145.932 -11.400 

ATOM 374 1HB ASN A 29 148. 778 -10. 711 

ATOM 375 2KB ASN A 29 148.468 -12.416 

ATOM 376 1HD2 ASN A 29 147. 640 -9. 721 



-5.928 1.00 0.00 
-7.575 1.00 0.00 
-8.278 1.00 0.00 
-8.456 1.00 0.00 
-8.195 1.00 0.00 
-7.514 1.00 0.00 
-8.394 1.00 0.00 
-8.072 1.00 0.00 
-8.976 1.00 0.00 
-6.918 1.00 0.00 
-6.694 1.00 0.00 
-9.252 1.00 0.00 
-6.743 1.00 0.00 
-7.052 1.00 0.00 
-9.426 1.00 0.00 
-8.252 1.00 0.00 
-8.902 1.00 0.00 
-9.113 1.00 0.00 
-7.781 1.00 0.00 
-7.467 1.00 0.00 
-9.992 1.00 0.00 
-11.445 1.00 0.00 
-11.911 1.00 0.00 
-12.168 1.00 0.00 
-9.092 1.00 0.00 
-9.619 1.00 0.00 
-9.939 1.00 0.00 
-9.627 1.00 0.00 
-11.730 1.00 0.00 



tB!E# 2003-3083148 
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ATOM 377 2HD2 ASN A 29 147.244 -10.682 -13.110 1.00 0.00 

ATOM 378 N PRO A 30 147.958 -11.585 -6.976 1.00 0.00 

ATOM 379 CA PRO A 30 148.142 -12.228 -5.674 1.00 0.00 

ATOM 380. C PRO A 30 147.254 -11.613 -4.593 1.00 0.00 

ATOM 381 0 PRO A 30 147.455 -10.466 -4.194 1.00 0.00 

ATOM 382 CB PRO A 30 149.614 -11.962 -5.367 1.00 0.00 

ATOM 383 CG PRO A 30 149.906 -10.665 -6.040 1.00 0.00 

ATOM 384 CD PRO A 30 149.040 -10.624 -7.274 1.00 0.00 

ATOM 385 HA PRO A 30 147.968 -13.291 -5.727 1.00 0.00 

ATOM 386 1HB PRO A 30 149.757 -11.895 -4.298 1.00 0.00 

ATOM 387 2HB PRO A 30 150.220 -12.760 -5.769 1.00 0.00 

ATOM 388 1HG PROA 30 149.657 -9.846 -5.381 1.00 0.00 

ATOM 389 2HG PRO A 30 150.949 -10.622 -6.315 1.00 0.00 

ATOM 390 1HD PROA 30 148.643 -9.631 -7.420 1.00 0.00 

ATOM 391 2HD PRO A 30 149.604 -10.936 -8.140 1.00 0.00 

ATOM 392 N PRO A 31 146.253 -12.366 -4.102 1.00 0.00 

ATOM 393 CA PRO A 31 145.337 -11.880 -3.063 1.00 0.00 

ATOM 394 C PRO A 31 146.064 -11.536 -1.768 1.00 0.00 

ATOM 395 0 PRO A 31 146.500 -12.422 -1.034 1.00 0.00 

ATOM 396 CB PRO A 31 144.378 -13.056 -2.838 1.00 0.00 

ATOM 397 CG PROA 31 144.514 -13.909 -4.053 1.00 0.00 

ATOM 398 CD PRO A 31 145.932 -13.743 -4.514 1.00 0.00 

ATOM 399 HA PRO A 31 144.781 -11.018 -3.401 1.00 0.00 

ATOM 400 1HB PRO A 31 144.666 -13.593 -1.946 1.00 0.00 

ATOM 401 2HB PROA 31 143.369 -12.685 -2.730 1.00 0.00 

ATOM 402 1HG PRO A 31 144.319 -14.940 -3.802 1.00 0.00 

ATOM 403 2HG PRO A 31 143.829 -13.571 -4.817 1.00 0.00 

ATOM 404 1HD PRO A 31 146.576 -14.455 -4.020 1.00 0.00 

ATOM 405 2HD PRO A 31 145.997 -13.849 -5.586 LOO 0.00 
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ATOM 406 
ATOM 407 
ATOM 408 
ATOM 409 
ATOM 410 
ATOM 411 
ATOM 412 
ATOM 413 
ATOM 414 
ATOM 415 
ATOM 416 
ATOM 417 
ATOM 418 
ATOM 419 
ATOM 420 
ATOM 421 
ATOM 422 
ATOM 423 
ATOM 424 
ATOM 425 
ATOM 426 
ATOM 427 
ATOM 428 
ATOM 429 
ATOM 430 
ATOM 431 
ATOM 432 
ATOM 433 
ATOM 434 



N PHE A 
CA PHE A 
C PHE A 
0 PHE A 
CB PHE A 
CG PHE A 
CD1 PHE A 
CD2 PHE A 
CE1 PHE A 
CE2 PHE A 
CZ PHE A 
H PHE A 
HA PHE A 
1HB PHE A 
2HB PHE A 
HD1 PHE A 
HD2 PHE A 
HE1 PHE A 
HE2 PHE A 
HZ PHE A 
N TYR A 
CA TYR A 
C TYR A 
0 TYR A 
CB TYR A 
CG TYR A 
CD1 TYR A 
CD2 TYR A 
CE1 TYR A 



32 146.191 
32 146.864 
32 146.068 
32 145.464 
32 148.273 
32 148.295 
32 147.870 
32 148.741 
32 147.889 
32 148.763 
32 148.337 
32 145.822 
32 146.938 
32 148.757 
32 148.839 
32 147.520 
32 149.076 
32 147.554 
32 149.113 

32 148.352 

33 146.071 
33 145.349 
33 146.315 
33 147.406 
33 144.475 
33 143.212 
33 142.857 
33 142.375 
33 141.704 



-10.242 -1.492 1.00 0.00 
-9.781 -0.283 1.00 0.00 
-8.670 0.395 1.00 0.00 
-7.831 -0.273 1.00 0.00 
-9.285 -0.615 1.00 0.00 
-8.133 -1.580 1.00 0.00 
-6.875 -1.187 1.00 0.00 
-8.311 -2.879 1.00 0.00 
-5.815 -2.073 1.00 0.00 
-7.254 -3.769 1.00 0.00 
-6.004 -3.366 1.00 0.00 
-9.581 -2.115 1.00 0.00 
-10.618 0.394 1.00 0.00 
-8.964 0.295 1.00 0.00 
-10.095 -1.050 1.00 0.00 
-6.724 -0.176 1.00 0.00 
-9.288 -3.196 1.00 0.00 
-4.838 -1.755 1.00 0.00 
-7.405 -4.780 1.00 0.00 
-5.177 -4.059 1.00 0.00 
-8.673 1.724 1.00 0.00 
-7.666 2.492 1.00 0.00 
-6.689 3.153 1.00 0.00 
-7.072 3.575 1.00 0.00 
-8.335 3.555 1.00 0.00 
-8.953 2.999 1.00 0.00 
-10.258 3.318 1.00 0.00 
-8.232 2.157 1.00 0.00 
-10.828 2.811 1.00 0.00 
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ATOM 435 


CE2 


TYR A 


ATOM 436 


CZ 


TYR A 


ATOM 437 


OH 


TYR A 


ATOM 438 


H 


TYR A 


ATOM 439 


HA 


TYR A 


ATOM 440 


1HB 


TYR A 


ATOM 441 


2HB 


TYR A 


ATOM 442 


HD1 


TYR A 


ATOM 443 


HD2 


TYR A 


ATOM 444 


HE1 


TYR A 


ATOM 445 


HE2 


TYR A 


ATOM 446 


HH 


TYR A 


ATOM 447 


N 


GLY A 


ATOM 448 


CA 


GLY A 


ATOM 449 


C 


GLY A 


ATOM 450 


0 


GLY A 


ATOM 451 


H 


GLY A 


ATOM 452 


1HA 


GLY A 


ATOM 453 


2HA 


GLY A 


ATOM 454 


N 


VAL A 


ATOM 455 


CA 


VAL A 


ATOM 456 


C 


VAL A 


ATOM 457 


0 


VAL A 


ATOM 458 


CB 


VAL A 


ATOM 459 


CGI 


VAL A 


ATOM 460 


CG2 


VAL A 


ATOM 461 


H 


VAL A 


ATOM 462 


HA 


VAL A 


ATOM 463 


HB 


VAL A 



33 141.220 -8.794 
33 140.888 -10.091 
33 139.740 -10.655 
33 146.571 -9.369 
33 144.715 -7.121 
33 145.042 -9.116 
33 144.188 -7.598 
33 143.497 -10.832 
33 142.637 -7.216 
33 141.445 -11.844 
33 140.581 -8.217 

33 139.799 -10.701 

34 145.909 -5.427 
34 146.751 -4.416 
34 145.959 -3.219 
34 144.841 -2.978 
34 145.029 -5.181 
34 147.273 -4.856 

34 147.476 -4.081 

35 146.541 -2.468 
35 145.884 -1.291 
35 146.524 -0.008 
35 147.743 0.072 
35 145.936 -1.289 
35 147.377 -1.253 
35 145.140 -0.120 
35 147.434 -2.712 
35 144.848 -1.314 
35 145.486 -2.206 



1.647 1.00 0.00 
1.977 1.00 0.00 
1.473 1.00 0.00 
2.199 1.00 0.00 
1.809 1.00 0. 00 
4.037 1.00 0.00 
4.290 1.00 0.00 
3.971 1.00 0.00 
1.900 1.00 0.00 
3.070 1.00 0.00 
0.994 1.00 0.00 
0.515 1.00 0.00 
3.237 1.00 0.00 

3.848 1.00 0.00 
4.337 1.00 0.00 
3.884 1.00 0.00 
2.883 1.00 0.00 
4.684 1.00 0.00 
3.121 1.00 0.00 
5.266 1.00 0.00 
5.818 1.00 0.00 
5.294 1.00 0.00 
5. 144 1. 00 0. 00 
7.360 1.00 0.00 

7.849 1.00 0.00 
7.925 1.00 0.00 

.5.588 1.00 0.00 
5.514 1.00 0.00 
7.713 1.00 0.00 
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ATOM 464 1HG1 VAL A 35 147. 393 

ATOM 465 2HG1 VAL A 35 147.920 

ATOM 466 3HG1 VAL A 35 147. 841 

ATOM 467 1HG2 VAL A 35 144. 771 

ATOM 468 2HG2 VAL A 35 145. 777 

ATOM 469 3HG2 VAL A 35 144. 307 

ATOM 470 N ILE A 36 145. 694 

ATOM 471 CA ILE A 36 146. 181 

ATOM 472 C ILE A 36 147. 115 

ATOM 473 0 ILE A 36 146. 824 

ATOM 474 CB ILEA 36 145.017 

ATOM 475 CGI ILE A 36 143. 994 

ATOM 476 CG2 ILE A 36 145. 541 

ATOM 477 CD1 ILE A 36 142. 827 

ATOM 478 H ILE A 36 144. 733 

ATOM 479 HA ILE A 36 146. 727 

ATOM 480 HB ILE A 36 144. 538 

ATOM 481 1HG1 ILE A 36 144.482 

ATOM 482 2HG1 ILE A 36 143.601 

ATOM 483 1HG2 ILE A 36 145. 386 

ATOM 484 2HG2 ILE A 36 146. 597 

ATOM 485 3HG2 ILE A 36 145. 013 

ATOM 486 1HD1 ILE A 36 142. 347 

ATOM 487 2HD1 ILE A 36 143. 183 

ATOM 488 3HD1 ILE A 36 142. 116 

ATOM 489 N ARG A 37 148.237 

ATOM 490 CA ARG A 37 149. 215 

ATOM 491 C ARG A 37 149. 395 

ATOM 492 0 ARG A 37 149.097 



-1.031 8.905 1.00 0.00 

-0.489 7.312 1.00 0.00 

-2.213 7.675 1.00 0.00 

0.491 7.115 1.00 0.00 

0.476 8.563 1.00 0.00 

-0.497 8.500 1.00 0.00 

0.991 5.016 1.00 0.00 

2.269 4.508 1.00 0.00 

2.937 5.513 1.00 0.00 

2.986 6.708 1.00 0.00 

3.229 4.186 1.00 0.00 

2.541 3.278 LOO 0.00 

4.501 3.533 1.00 0.00 
3.428 2.903 1.00 0.00 
0.868 5. 157 1.00 0.00 
2.079 3.596 1.00 0.00 

3.502 5.114 1.00 0.00 
2.233 2.367 1.00 0.00 
1.671 3.784 1. 00 0.00 
4.447 2.465 1.00 0.00 
4.602 3.738 1.00 0.00 
5.354 3.931 1.00 0.00 
3.036 2.018 1.00 0.00 
4.428 2.706 1.00 0.00 
3.452 3.716 1.00 0.00 
3.449 5.019 1.00 0.00 
4.113 5.872 1.00 0.00 
5.571 5.462 1.00 0.00 
6.483 6.232 1.00 0.00 
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ATOM 493 


CB 


ARG A 


ATOM 494 


CG 


ARG A 


ATOM 495 


CD 


ARG A 


ATOM 496 


NE 


ARG A 


ATOM 497 


CZ 


ARG A 


ATOM 498 


NH1 


ARG A 


ATOM 499 


NH2 


ARG A 


ATOM 500 


H 


ARG A 


ATOM 501 


HA 


ARG A 


ATOM 502 


1HB 


ARG A 


ATOM 503 


2HB 


ARG A 


ATOM 504 


1HG 


ARG A 


ATOM 505 


2HG 


ARG A 


ATOM 506 


1HD 


ARG A 


ATOM 507 


2HD 


ARG A 


ATOM 508 


HE 


ARG A 


ATOM 509 


1HH1 


ARG A 


ATOM 510 


2HH1 ARG A 


ATOM 511 


1HH2 ARG A 


ATOM 512 


2HH2 ARG A 


ATOM 513 


N 


TRP A 


ATOM 514 


CA 


TRP A 


ATOM 515 


C 


TRP A 


ATOM 516 


0 


TRP A 


ATOM 517 


CB 


TRP A 


ATOM 518 


CG 


TRP A 


ATOM 519 


CD1 


TRP A 


ATOM 520 


CD2 


TRP A 


ATOM 521 


NE1 


TRP A 



37 150.558 3.383 

37 150.462 1.902 

37 149.957 1.669 

37 150.921 2.111 

37 150.615 2.326 

37 149.373 2.142 

37 151.552 2.726 

37 148.412 3.377 

37 148.847 4.080 

37 150.964 3.489 

37 151.237 3.839 

37 149.779 1.436 

37 151.441 1.457 

37 149.036 2.217 

37 149.770 0.614 

37 151.845 2.255 

37 148.661 1.839 

37 149.150 2.304 

37 152.488 2.866 

37 151.322 2.887 

38 149.882 5.784 
38 150.100 7.132 
38 149.375 7.336 
38 149.482 6.516 
38 151.599 7.402 
38 151.898 8.654 
38 152.099 9.904 
38 152.022 8.774 
38 152.341 10.795 



5.807 1.00 0.00 
6.127 1.00 0.00 
7.543 1.00 0.00 
8.547 1.00 0.00 
9.825 1.00 0.00 
10.257 1.00 0.00 
10.673 1.00 0.00 
4.057 1.00 0.00 
6.887 1.00 0.00 
4.811 1.00 0.00 
6.513 1.00 0.00 
5.432 1.00 0.00 
6.027 1.00 0.00 
7.676 1.00 0.00 
7.675 1.00 0.00 
8.255 1.00 0.00 
9.623 1.00 0.00 
11.218 1.00 0.00 
10.352 1.00 0.00 
11.632 1.00 0.00 
4.244 1.00 0.00 
3.733 1.00 0.00 
2.406 1.00 0.00 
1.495 1.00 0.00 
3.559 1.00 0.00 
2.788 1.00 0.00 
3.297 1.00 0.00 
1.366 1.00 0.00 
2.279 1.00 0.00 
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ATOM 522 


CE2 


TRP A 


38 152.299 


ATOM 523 


CE3 


TRP A 


38 151.926 


ATOM 524 


CZ2 


TRP A 


38 152.481 


ATOM 525 


CZ3 


TRP A 


38 152.107 


ATOM 526 


CH2 


TRP A 


38 152.381 


ATOM 527 


H 


TRP A 


38 150.101 


ATOM 528 


HA 


TRP A 


38 149.700 


ATOM 529 


1HB 


TRP A 


38 152.056 


ATOM 530 


2HB 


TRP A 


38 152.049 


ATOM 531 


HD1 


TRP A 


38 152.068 


ATOM 532 


HE1 


TRP A 


38 152.516 


ATOM 533 


HE3 


TRP A 


38 151.715 


ATOM 534 


HZ2 


TRP A 


38 152.690 


ATOM 535 


HZ3 


TRP A 


38 152.037 


ATOM 536 


HH2 


TRP A 


38 152.516 


ATOM 537 


N 


ILE A 


39 148.646 


ATOM 538 


CA 


ILE A 


39 147.911 


ATOM 539 


C 


ILE A 


39 148.340 


ATOM 540 


0 


ILE A 


39 147.988 


ATOM 541 


CB 


ILE A 


39 146.391 


ATOM 542 


CGI 


ILE A 


39 145.961 


ATOM 543 


CG2 


ILE A 


39 145.640 


ATOM 544 


CD1 


ILE A 


39 144.572 


ATOM 545 


H 


ILE A 


39 148.608 


ATOM 546 


HA 


ILE A 


39 148.130 


ATOM 547 


HB 


ILE A 


39 146.153 


ATOM 548 


1HG1 ILE A 


39 145.977 


ATOM 549 


2HG1 ILE A 


39 146.656 


ATOM 550 


1HG2 ILE A 


39 144.577 



10.126 1.084 1.00 0.00 

7.871 0.304 1.00 0.00 

10.593 -0.216 1.00 0.00 

8.335 -0.985 1.00 0.00 

9.685 -1.236 1.00 0.00 

5.016 3.675 1.00 0.00 

7.828 4.456 1.00 0.00 

7.494 4.533 1.00 0.00 

6.571 3.035 1.00 0.00 

10.144 4.350 1.00 0.00 

11.753 2.391 1.00 0.00 

6.827 0.477 1.00 0.00 

11.631 -0.427 1.00 0.00 

7.652 -1.818 1.00 0.00 

10.004 -2.259 1.00 0.00 

8.442 2.303 1.00 0.00 

8.766 1.088 1.00 0.00 

10.125 0.546 1.00 0.00 

11.165 1.104 1.00 0.00 

8.780 1.335 1.00 0.00 

7.521 2.089 1.00 0.00 

8.896 0.016 1.00 0.00 

7.613 2.680 1.00 0.00 

9.060 3.063 1.00 0.00 

8.008 0.350 1.00 0.00 

9.647 1.932 1.00 0.00 

6.680 1.411 1.00 0.00 

7.338 2.897 1.00 0.00 

8.847 0.202 1.00 0.00 
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ATOM 551 


2HG2 


ILE A 


39 


145. 930 


8.085 


ATOM 552 


3HG2 


ILE A 


39 


145. 880 


9.839 


ATOM 553 


1HD1 


ILE A 


39 


143. 973 


8.287 


ATOM 554 


2HD1 


ILE A 


39 


144. 635 


7.984 


ATOM 555 


3HD1 


ILE A 


39 


144. 116 


6.634 


ATOM 556 


N 


GLY A 


40 


149. 108 


10. 112 


ATOM 557 


CA 


GLY A 


40 149.576 


11.353 


ATOM 558 


C 


GLY A 


40 


150. 128 


11.169 


ATOM 559 


0 


GLY A 


40 


149. 973 


10. 107 


ATOM 560 


H 


GLY A 


40 


149.362 


9.254 


ATOM 561 


1HA 


GLY A 


40 


148. 755 


12.052 


ATOM 562 


2HA 


GLY A 


40 


150. 351 


11.763 


ATOM 563 


N 


GLN A 


41 


150. 772 


12.210 


ATOM 564 


CA 


GLN A 


41 


151.352 


12. 170 


ATOM 565 


C 


GLN A 


41 


152. 824 


12. 581 


ATOM 566 


0 


GLN A 


41 


153. 146 


13. 724 


ATOM 567 


CB 


GLN A 


41 


150. 574 


13. 098 


ATOM 568 


CG 


GLN A 


41 


149. 068 


12.908 


ATOM 569 


CD 


GLN A 


41 


148. 312 


14.221 


ATOM 570 


0E1 


GLN A 


41 


148.274 


14.968 


ATOM 571 


NE2 


GLN A 


41 


147. 705 


14.509 


ATOM 572 


H 


GLN A 


41 


150. 861 


13. 027 


ATOM 573 


HA 


GLN A 


41 


151.277 


11.159 


ATOM 574 


1HB 


GLN A 


41 


150. 798 


14. 121 


ATOM 575 


2HB 


GLN A 


41 


150. 892 


12.919 


ATOM 576 


IHG 


GLN A 


41 


148. 754 


12. 298 


ATOM 577 


2HG 


GLN A 


41 


148. 824 


12.406 


ATOM 578 


1HE2 GLN A 


41 


147. 778 


13.866 


ATOM 579 


2HE2 GLN A 


41 


147.211 


15.351 



-0.636 1.00 0.00 
-0.453 1.00 0.00 
2.086 1.00 0.00 
3.692 1.00 0.00 
2.682 1.00 0.00 
-0.539 1.00 0.00 
-1.126 1.00 0.00 
-2.526 1.00 0.00 
-3.129 1.00 0.00 
-0.940 1.00 0.00 
-1.165 1.00 0.00 
-0.498 1.00 0.00 
-3.042 1.00 0.00 
-4.378 1.00 0.00 
-4.341 1.00 0.00 
-4.012 1.00 0.00 
-5.310 1.00 0.00 
-5.240 1.00 0.00 
-5.293 1.00 0.00 
-4.315 1.00 0.00 
-6.437 1.00 0.00 
-2.510 1.00 0.00 
-4.745 1.00 0.00 
-5.048 1.00 0.00 
-6.325 1.00 0.00 
-6.074 1.00 0.00 
-4.316 1.00 0.00 
-7.174 1.00 0.00 
-6.500 1.00 0.00 
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ATOM 580 


N 


PRO A 


ATOM 581 


CA 


PRO A 


ATOM 582 


C 


PRO A 


ATOM 583 


0 


PRO A 


ATOM 584 


CB 


PRO A 


ATOM 585 


CG 


PRO A 


ATOM 586 


CD 


PRO A 


ATOM 587 


HA 


PRO A 


ATOM 588 


1HB 


PRO A 


ATOM 589 


2HB 


PRO A 


ATOM 590 


1HG 


PRO A 


ATOM 591 


2HG 


PRO A 


ATOM 592 


1HD 


PRO A 


ATOM 593 


2HD 


PRO A 


ATOM 594 


N 


PRO A 


ATOM 595 


CA 


PRO A 


ATOM 596 


C 


PRO A 


ATOM 597 


0 


PRO A 


ATOM 598 


CB 


PRO A 


ATOM 599 


CG 


PRO A 


ATOM 600 


CD 


PRO A 


ATOM 601 


HA 


PRO A 


ATOM 602 


1HB 


PRO A 


ATOM 603 


2HB 


PRO A 


ATOM 604 


1HG 


PRO A 


ATOM 605 


2HG 


PRO A 


ATOM 606 


1HD 


PRO A 


ATOM 607 


2HD 


PRO A 


ATOM 608 


N 


GLY A 



42 153.742 11.656 

42 155.181 11.939 

42 155.542 13.108 

42 154.782 13.461 

42 155.808 10.641 

42 154.786 9.590 

42 153.455 10.268 

42 155.542 12.139 

42 156.012 10.737 

42 156.725 10.442 

42 154.883 8.791 

42 154.901 9.210 

42 153.124 10.226 

42 152.724 9.819 

43 156.714 13.726 
43 157.174 14.860 
43 157.596 14.441 
43 158.768 14.155 
43 158.377 15.386 
43 158.887 14.204 
43 157.681 13.366 
43 156.419 15.630 
43 159.117 15.767 
43 158.061 16.171 
43 159.573 13.646 
43 159.376 14.528 
43 157.928 12.316 

43 157.298 13.624 

44 156.635 14.406 



-4.675 1.00 0.00 
-4.673 1.00 0.00 
-5.584 1.00 0.00 
-6.486 1.00 0.00 
-5.194 1.00 0.00 
-4.928 1.00 0.00 
-5.079 1.00 0.00 
-3.674 1.00 0.00 
-6.250 1.00 0.00 
-4.661 1.00 0.00 
-5.647 1.00 0.00 
-3.923 1.00 0.00 
-6.107 1.00 0.00 

-4.424 1.00 0.00 

-5.360 1.00 0.00 

-6.166 1.00 0.00 

-7.569 1.00 0.00 

-7.816 1.00 0.00 

-5.384 1.00 0.00 

-4.634 1.00 0.00 

-4.305 1.00 0.00 

-6.233 1.00 0.00 

-6.073 1.00 0.00 

-4.714 1.00 0.00 

-5.253 1.00 0.00 

-3.728 1.00 0.00 

-4.350 1.00 0.00 

-3.329 1.00 0.00 

-8.486 1.00 0.00 
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ATOM 609 
ATOM 610 
ATOM 611 
ATOM 612 
ATOM 613 
ATOM 614 
ATOM 615 
ATOM 616 
ATOM 617 
ATOM 618 
ATOM 619 
ATOM 620 
ATOM 621 
ATOM 622 
ATOM 623 
ATOM 624 
ATOM 625 
ATOM 626 
ATOM 627 
ATOM 628 
ATOM 629 
ATOM 630 
ATOM 631 
ATOM 632 
ATOM 633 
ATOM 634 
ATOM 635 
ATOM 636 
ATOM 637 



CA GLY A 
C GLY A 
0 GLY A 
H GLY A 
1HA GLY A 
2HA GLY A 
N LEU A 
CA LEU A 
C LEU A 
0 LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N ASN A 
CA ASN A 
C ASN A 
0 ASN A 



44 156.931 
44 155.710 
44 155.412 
44 155.719 
44 157.323 

44 157.681 

45 155.002 
45 153.807 
45 152.592 
45 152.501 
45 154.011 
45 154.560 
45 154.219 
45 156.066 
45 155.289 
45 153.640 
45 153.060 
45 154.698 
45 154.101 
45 153.622 
45 153.661 
45 155.130 
45 156.572 
45 156.312 

45 156.383 

46 151.656 
46 150.449 
46 149.512 
46 148.893 



14.021 -9.852 1.00 0.00 
13.511 -10.590 1.00 0.00 
13.962 -11.696 1.00 0.00 
14.645 -8.232 1.00 0.00 
14.877 -10.378 1.00 0.00 
13.245 -9.840 1.00 0.00 
12.568 -9.979 1.00 0.00 
11.996 -10.589 1.00 0.00 
12.203 -9.694 1.00 0.00 
11.623 -8.612 1.00 0.00 
10.504 -10.858 1.00 0.00 
9.704 -9.674 1.00 0.00 
8.227 -9.821 1.00 0.00 

9.899 -9.551 1.00 0.00 
12.247 -9.096 1.00 0.00 
12.503 -11.528 1.00 0.00 
10.079 -11.144 1.00 0.00 
10.399 -11.684 1.00 0.00 
10.062 -8.764 1.00 0.00 

8.081 -10.710 1.00 0.00 

7.900 -8.956 1.00 0.00 
7.652 -9.900 1.00 0.00 
8.983 -9.824 1.00 0.00 

10.155 -8.530 1.00 0.00 
10.694 -10.208 1.00 0.00 
13.030 -10.149 1.00 0.00 
13.299 -9.377 1.00 0.00 
12.098 -9.414 1.00 0.00 
11.810 -10.438 1.00 0.00 



fcttiE#2 003-3083148 



2002-236129 



^-v: 328/ 



ATOM 638 


CB 


ASN A 


ATOM 639 


CG 


ASN A 


ATOM 640 


0D1 


ASN A 


ATOM 641 


ND2 


ASN A 


ATOM 642 


H 


ASN A 


ATOM 643 


HA 


ASN A 


ATOM 644 


1HB 


ASN A 


ATOM 645 


2HB 


ASN A 


ATOM 646 


1HD2 


ASN A 


ATOM 647 


2HD2 


ASN A 


ATOM 648 


N 


GLU A 


ATOM 649 


CA 


GLU A 


ATOM 650 


C 


GLU A 


ATOM 651 


0 


GLU A 


ATOM 652 


CB 


GLU A 


ATOM 653 


CG 


GLU A 


ATOM 654 


CD 


GLU A 


ATOM 655 


0E1 


GLU A 


ATOM 656 


0E2 


GLU A 


ATOM 657 


H 


GLU A 


ATOM 658 


HA 


GLU A 


ATOM 659 


1HB 


GLU A 


ATOM 660 


2HB 


GLU A 


ATOM 661 


1HG 


GLU A 


ATOM 662 


2HG 


GLU A 


ATOM 663 


N 


VAL A 


ATOM 664 


CA 


VAL A 


ATOM 665 


C 


VAL A 


ATOM 666 


0 


VAL A 



46 149.736 14.537 

46 148.974 15.289 

46 147.746 15.375 

46 149.700 15.838 

46 151.778 13.465 ■ 

46 150.742 13.484 

46 150.466 15.205 

46 149.038 14.232 

46 150.673 15.727 

46 149.233 16.329 

47 149.415 11.401 
47 148.555 10.230 
47 148.375 9.820 
47 149.348 9.519 
47 149.138 9.063 
47 150.653 8.959 
47 151.235 8.068 
47 151.350 8.531 
47 151.575 6.905 
47 149.935 11.682 
47 147.590 10.490 
47 148.715 8.141 
47 148.864 9.183 
47 151.075 9.946 

47 150.922 8.554 

48 147.130 9.802 
48 146.839 9.420 
48 147.232 7.969 
48 146.502 7.047 



-9.925 1.00 0.00 
-8.852 1.00 0.00 
-8.891 1.00 0.00 
-7.884 1.00 0.00 
11.018 1.00 0.00 
-8.355 1.00 0.00 
10.356 1.00 0.00 
10.691 1.00 0.00 
-7.917 1.00 0.00 
-7.178 1.00 0.00 
-8.288 1.00 0.00 
-8.183 1.00 0.00 
-6.726 1.00 0.00 
-6.034 1.00 0.00 
-8.985 1.00 0.00 
-8.902 1.00 0.00 
-9.981 1.00 0.00 
-11.134 1.00 0.00 
-9.672 1.00 0.00 
-7.507 1.00 0.00 
-8.592 1.00 0.00 
-8.616 1.00 0.00 
-10.022 1.00 0.00 
-9.006 1.00 0.00 
-7.937 1.00 0.00 
-6.264 1.00 0.00 
-4.889 1.00 0.00 
-4.639 1.00 0.00 
-5.001 1.00 0.00 

JHl£# 2003-3083148 



#M 2 0 0 2 



-236129 



^-v: 329/ 



ATOM 667 
ATOM 668 
ATOM 669 
ATOM 670 
ATOM 671 
ATOM 672 
ATOM 673 
ATOM 674 
ATOM 675 
ATOM 676 
ATOM 677 
ATOM 678 
ATOM 679 
ATOM 680 
ATOM 681 
ATOM 682 
ATOM 683 
ATOM 684 
ATOM 685 
ATOM 686 
ATOM 687 
ATOM 688 
ATOM 689 
ATOM 690 
ATOM 691 
ATOM 692 
ATOM 693 
ATOM 694 
ATOM 695 



CB 


VAL 


A 


48 


CGI 


VAL 


A 


48 


CG2 


VAL 


A 


48 


H 


VAL 


A 


48 


HA 


VAL 


A 


48 


HB 


VAL 


A 


48 


1HG1 


VAL 


A 


48 


2HG1 


VAL 


A 


48 


3HG1 


VAL 


A 


48 


1HG2 


VAL 


A 


48 


2HG2 


VAL 


A 


48 


3HG2 


VAL 


A 


48 


N 


LEU 


A 


49 


CA 


LEU 


A 


49 


C 


LEU 


A 


49 


0 


LEU 


A 


49 


CB 


LEU 


A 


49 


CG 


LEU 


A 


49 


CD1 


LEU 


A 


49 


CD2 


LEU 


A 


49 


H 


LEU 


A 


49 


HA 


LEU 


A 


49 


1HB 


LEU 


A 


49 


2HB 


LEU 


A 


49 


HG 


LEU 


A 


49 


1HD1 


LEU 


A 


49 


2HD1 


LEU 


A 


49 


3HD1 


LEU 


A 


49 


1HD2 


LEU 


A 


49 



145. 346 9. 605 

145. 100 9. 395 

144.867 10.980 

146.393 10.047 

147.417 10.058 

144.783 8.860 

144.082 9.666 

145.780 10.014 

145.265 8.358 

145.704 11.662 

144.125 11.342 

144.433 10.912 

148. 392 7. 774 

148.884 6.434 

148. 782 6. 135 

149.437 6.780 

150. 333 6. 286 

150. 544 6. 396 

151.921 6.965 

150.367 5.038 

148.932 8.549 

148. 269 5. 729 

150. 924 7. 053 

150. 696 5. 322 

149.806 7.068 

151.845 8.033 

152.306 6.509 

152. 588 6. 757 

151.056 4.331 



-4.557 1.00 0.00 
-3.071 1.00 0.00 
-4.996 1.00 0.00 
-6.862 1.00 0.00 
-4.236 1.00 0.00 
-5.100 1.00 0.00 
-2.834 1.00 0.00 
-2.503 1.00 0.00 
-2.821 1.00 0.00 
-5.017 1.00 0.00 
-4.301 1.00 0.00 
-5.983 1.00 0^00 
-4.021 1.00 0.00 
-3.727 1.00 0.00 
-2.237 1.00 0.00 
-1.418 1.00 0.00 
-4.190 1.00 0.00 
-5.702 1.00 0.00 
-6.009 1.00 0.00 
-6.363 1.00 0.00 
-3.758 1.00 0.00 
-4.266 1.00 0.00 
-3.709 1.00 0.00 
-3.869 1.00 0.00 
-6.114 1.00 0.00 
-6.150 1.00 0.00 
-6.908 1.00 0.00 
-5.186 1.00 0.00 
-5.924 1.00 0.00 



ffi!E# 2003-3083148 



#M 2002-236129 



^-v: 330/ 



ATOM 696 


2HD2 


LEU A 


ATOM 697 


3HD2 


LEU A 


ATOM 698 


N 


ALA A 


ATOM 699 


CA 


ALA A 


ATOM 700 


C 


ALA A 


ATOM 701 


0 


ALA A 


ATOM 702 


CB 


ALA A 


ATOM 703 


H 


ALA A 


ATOM 704 


HA 


ALA A 


ATOM 705 


1HB 


ALA A 


ATOM 706 


2HB 


ALA A 


ATOM 707 


3HB 


ALA A 


ATOM 708 


N 


GLY A 


ATOM 709 


CA 


GLY A 


ATOM 710 


C 


GLY A 


ATOM 711 


0 


GLY A 


ATOM 712 


H 


GLY A 


ATOM 713 


1HA 


GLY A 


ATOM 714 


2HA 


GLY A 


ATOM 715 


N 


LEU A 


ATOM 716 


CA 


LEU A 


ATOM 717 


C 


LEU A 


ATOM 718 


0 


LEU A 


ATOM 719 


CB 


LEU A 


ATOM 720 


CG 


LEU A 


ATOM 721 


CD1 


LEU A 


ATOM 722 


CD2 


LEU A 


ATOM 723 


H 


LEU A 


ATOM 724 


HA 


LEU A 



49 150.566 5.123 

49 149.354 4.694 

50 147.954 5.157 
50 147.767 4.778 
50 148.728 3.663 
50 148.645 2.546 
50 146.329 4.352 
50 147.457 4.680 
50 147.968 5.649 
50 146.304 3.578 
50 145.905 3.973 

50 145.753 5.201 

51 149.639 3.971 
51 150.601 2.984 
51 149.968 1.910 
51 149.673 2.142 
51 149.657 4.877 
51 151.053 2.516 

51 151.371 3.482 

52 149.760 0.733 
52 149.158 -0.379 
52 150.226 -1.227 
52 151.311 -1.435 
52 148.331 -1.247 
52 147.092 -0.567 
52 146.492 -1.417 
52 146.064 -0.305 
52 150.018 0.609 
52 148.505 0.033 



7.421 1.00 0.00 
•6.214 1.00 0.00 
•1.890 1.00 0.00 
-0.498 1.00 0.00 
-0.099 1.00 0.00 
-0.611 1.00 0.00 
-0.254 1.00 0.00 
-2.588 1.00 0.00 
0.110 1.00 0.00 

0.500 1.00 0.00 
-1.172 1.00 0.00 

0.084 1.00 0.00 

0.818 1.00 0.00 

1.269 1.00 0.00 

2.133 1.00 0.00 

3.305 1.00 0.00 

1.191 1.00 0.00 

0.406 1.00 0.00 

1.839 1.00 0.00 

1.554 1.00 0.00 

2.279 1.00 0.00 

2.962 1.00 0.00 

2.418 1.00 0.00 

1.329 1.00 0.00 

0.742 1.00 0.00 
-0.367 1.00 0.00 

1.832 1.00 0.00 

0.617 1.00 0.00 

3.035 1.00 0.00 

fcBBE# 2003-3083148 



#M 2002-236129 



^-v* I 331/ 



ATOM 725 


1HB 


LEU A 


ATOM 726 


2HB 


LEU A 


ATOM 727 


HG 


LEU A 


ATOM 728 


1HD1 


LEU A 


ATOM 729 


2HD1 


LEU A 


ATOM 730 


3HD1 


LEU A 


ATOM 731 


1HD2 


LEU A 


ATOM 732 


2HD2 


LEU A 


ATOM 733 


3HD2 


LEU A 


ATOM 734 


N 


GLU A 


ATOM 735 


CA 


GLU A 


ATOM 736 


C 


GLU A 


ATOM 737 


0 


GLU A 


ATOM 738 


CB 


GLU A 


ATOM 739 


CG 


GLU A 


ATOM 740 


CD 


GLU A 


ATOM 741 


0E1 


GLU A 


ATOM 742 


0E2 


GLU A 


ATOM 743 


H 


GLU A 


ATOM 744 


HA 


GLU A 


ATOM 745 


1HB 


GLU A 


ATOM 746 


2HB 


GLU A 


ATOM 747 


1HG 


GLU A 


ATOM 748 


2HG 


GLU A 


ATOM 749 


N 


LEU A 


ATOM 750 


CA 


LEU A 


ATOM 751 


C 


LEU A 


ATOM 752 


0 


LEU A 


ATOM 753 


CB 


LEU A 



52 148.968 -1.558 
52 143.010 -2.127 
52 147.380 0.383 
52 146.896 -1.104 
52 145.420 -1.294 
52 146.736 -2.456 
52 146.171 -1.044 
52 145.071 -0.367 

52 146.220 0.680 

53 149.911 -1.716 
53 150.842 -2.542 
53 150.337 -3.977 
53 149.366 -4.256 
53 151.049 -1.961 
53 152.034 -2.750 
53 151.587 -2.881 
53 152.298 -2.368 
53 150.528 -3.497 
53 149.031 -1.515 
53 151.787 -2.541 
53 151.416 -0.950 
53 150.099 -1.944 
53 152.138 -3.739 

53 152.990 -2.248 

54 151.003 -4.885 
54 150.620 -6.292 
54 150.836 -6.904 
54 151.871 -6.692 
54 151.423 -7.067 



0.513 1.00 0.00 
1.866 1.00 0.00 
0.317 1.00 0.00 
-1.319 1.00 0.00 
-0.374 1.00 0.00 
-0.197 1.00 0.00 
2.613 1.00 0.00 

1.412 1.00 0.00 

2.245 1.00 0.00 

4.157 1.00 0.00 

4.916 1.00 0.00 

5.018 1.00 0.00 

5.720 1.00 0.00 

6.316 1.00 0.00 

7.163 1.00 0.00 

8.606 1.00 0.00 

9.497 1.00 0.00 

8.845 1.00 0.00 

4.539 1.00 0.00 

4.393 1.00 0.00 

6.224 1.00 0.00 

6.830 1.00 0.00 

6.743 1.00 0.00 

7.141 1.00 0.00 

4.310 1.00 0.00 

4.319 1.00 0.00 

5.700 1.00 0.00 

6.329 1.00 0.00 

3.273 1.00 0.00 

fcBIE# 2003-3083148 



#M2 002-236129 



^-v I 332/ 



ATOM 754 CG LEU A 54 151.413 -6.460 

ATOM 755 CD1 LEU A 54 152.554 -7.023 

ATOM 756 CD2 LEU A 54 150.076 -6.717 

ATOM 757 H LEU A 54 151.769 -4.601 

ATOM 758 HA LEU A 54 149.571 -6.352 

ATOM 759 1HB LEU A 54 152.448 -7.128 

ATOM 760 2HB LEU A 54 151.022 -8.068 

ATOM 761 HG LEU A 54 151.551 -5.392 

ATOM 762 1HD1 LEU A 54 152. 684 -8. 071 

ATOM 763 2HD1 LEU A 54 153.463 -6.489 

ATOM 764 3HD1 LEU A 54 152.323 -6.911 

ATOM 765 1HD2 LEU A 54 149.629 -7.612 

ATOM 766 2HD2 LEU A 54 150.230 -6.846 

ATOM 767 3HD2 LEU A 54 149.419 -5.877 

ATOM 768 N GLU A 55 149. 850 -7. 665 

ATOM 769 CA GLU A 55 149.930 -8.310 

ATOM 770 C GLU A 55 151.044 -9.351 

ATOM 771 0 GLU A 55 151.685 -9.565 

ATOM 772 CB GLU A 55 148. 594 -8. 967 

ATOM 773 CG GLU A 55 147.552 -7.987 

ATOM 774 CD GLU A 55 146. 137 -8. 398 

ATOM 775 0E1 GLU A 55 145. 968 -9. 127 

ATOM 776 0E2 GLU A 55 145.200 -7.990 

ATOM 777 H GLU A 55 149.048 -7.797 

ATOM 778 HA GLU A 55 150. 150 -7. 547 

ATOM 779 1HB GLU A 55 148.199 -9.448 

ATOM 780 2HB GLU A 55 148.763 -9.712 

ATOM 781 1HG GLU A 55 147.630 -7.930 

ATOM 782 2HG GLU A 55 147.749 -7.015 



1.869 1.00 0.00 
1.036 1.00 0.00 
1.189 1.00 0.00 
3.768 1.00 0.00 
4.072 1.00 0.00 
3.610 1.00 0.00 
3.211 1.00 0.00 
1.944 1.00 0.00 
1.266 1.00 0.00 
1.263 1.00 0.00 
-0.013 1.00 0.00 
1.599 1.00 0.00 
0.128 1.00 0.00 
1.357 1.00 0.00 
6.164 1.00 0.00 
7.469 1.00 0.00 
7.494 1.00 0.00 
8.524 1.00 0.00 
7.822 1.00 0.00 
8.337 1.00 0.00 
7.975 1.00 0.00 
6.975 1.00 0.00 
8.692 1.00 0.00 
5.615 1.00 0.00 
8.202 1.00 0.00 
6.939 1.00 0.00 
8.584 1.00 0.00 
9.412 1.00 0.00 
7.910 1.00 0.00 



fctiSE# 2003-3083148 



#0 2002-236129 



^-v : 333/ 



ATOM 783 


N 


ASP A 


ATOM 784 


CA 


ASP A 


ATOM 785 


C 


ASP A 


ATOM 786 


0 


ASP A 


ATOM 787 


CB 


ASP A 


ATOM 788 


CG 


ASP A 


ATOM 789 


0D1 


ASP A 


ATOM 790 


0D2 


ASP A 


ATOM 791 


H 


ASP A 


ATOM 792 


HA 


ASP A 


ATOM 793 


1HB 


ASP A 


ATOM 794 


2HB 


ASP A 


ATOM 795 


N 


GLU A 


ATOM 796 


CA 


GLU A 


ATOM 797 


C 


GLU A 


ATOM 798 


0 


GLU A 


ATOM 799 


CB 


GLU A 


ATOM 800 


CG 


GLU A 


ATOM 801 


CD 


GLU A 


ATOM 802 


0E1 


GLU A 


ATOM 803 


0E2 


GLU A 


ATOM 804 


H 


GLU A 


ATOM 805 


HA 


GLU A 


ATOM 806 


1HB 


GLU A 


ATOM 807 


2HB 


GLU A 


ATOM 808 


IHG 


GLU A 


ATOM 809 


2HG 


GLU A 


ATOM 810 


N 


CYS A 


ATOM 811 


CA 


CYS A 



56 151.269 -9.997 
56 152.306 -11.017 
56 153.580 -10.435 
56 153.529 -9.483 
56 151.812 -12.189 
56 150.930 -13.140 
56 149.691 -13.034 
56 151.478 -13.993 
56 150.725 -9.784 
56 152.526 -11.374 
56 151.244 -11.805 

56 152.664 -12.739 

57 154.719 -11.014 
57 156.006 -10.552 
57 156.353 -11.245 
57 156.738 -12.414 
57 157. 107 -10. 810 
57 157.130 -9.795 
57 158.393 -9.882 
57 158.992 -10.976 
57 158.782 -8.856 
57 154.694 -11.769 
57 155.932 -9.490 
57 156.960 -11.791 
57 158.064 -10.784 
57 157.065 -8.803 

57 156.278 -9.969 

58 156.214 -10.515 
58 156.513 -11.058 



6.356 1.00 0.00 
6.248 1.00 0.00 
5.642 1.00 0.00 
4.864 1.00 0.00 
5.397 1.00 0.00 
6.180 1.00 0.00 
6.064 1.00 0.00 
6.910 1.00 0.00 

5.569 1.00 0.00 

7.243 1.00 0.00 

4.563 1.00 0.00 

5.024 1.00 0.00 

6.006 1.00 0.00 

5.498 1.00 0.00 

4.184 1.00 0.00 

4.170 1.00 0.00 

6.529 1.00 0.00 

7.660 1.00 0.00 

8.496 1.00 0.00 

8.553 1.00 0.00 

9.092 1.00 0.00 

6.630 1.00 0.00 

5.323 1.00 0.00 

6.958 1.00 0.00 

6.031 1.00 0.00 

7.238 1.00 0.00 

8.301 1.00 0.00 
3.082 1.00 0.00 
1.762 1.00 0.00 

fcB§E#2 003-3083148 



mm. 2002-236129 



^-v: 334/ 



ATOM 812 


C 


CYS A 


58 157.824 


-10.492 


1.225 1.00 0.00 


ATOM 813 


0 


CYS A 


58 157.973 


-9.279 


1.077 1.00 0.00 


ATOM 814 


CB 


CYS A 


58 


155. 374 


-10. 750 


0.790 1.00 0.00 


ATOM 815 


SG 


CYS A 


58 155.604 


-11.445 


-0.862 1.00 0.00 


ATOM 816 


H 


CYS A 


58 155.904 


-9.589 


3.158 1.00 0.00 


ATOM 817 


HA 


CYS A 


58 


156.612 


-12. 129 


1.860 1.00 0.00 


ATOM 818 


1HB 


CYS A 


58 


154. 453 


-11.150 


1.188 1.00 0.00 


ATOM 819 


2HB 


CYS A 


58 


155.279 


-9. 678 


0.687 1.00 0.00 


ATOM 820 


HG 


CYS A 


58 


156.540 


-11.627 


-0.979 1.00 0.00 


ATOM 821 


N 


ALA A 


59 


158.770 


-11.378 


0.933 1.00 0.00 


ATOM 822 


CA 


ALA A 


59 


160. 067 


-10.966 


0.411 1.00 0.00 


ATOM 823 


C 


ALA A 


59 


159.915 


-10. 208 


-0.903 1.00 0.00 


ATOM 824 


0 


ALA A 


59 


159. 155 


-10. 615 


-1.782 1.00 0.00 


ATOM 825 


CB 


ALA A 


59 


160.968 


-12. 177 


0.223 1.00 0.00 


ATOM 826 


H 


ALA A 


59 


158. 592 


-12. 331 


1.071 1.00 0.00 


ATOM 827 


HA 


ALA A 


59 


160. 528 


-10.315 


1.140 1.00 0.00 


ATOM 828 


1HB 


ALA A 


59 


160.734 


-12.921 


0.969 1.00 0.00 


ATOM 829 


2HB 


ALA A 


59 


162. 001 


-11.877 


0.326 1.00 0.00 


ATOM 830 


3HB 


ALA A 


59 


160.811 


-12. 593 


-0.762 1.00 0.00 


ATOM 831 


N 


GLY A 


60 


160.643 


-9. 103 


-1.031 1.00 0.00 


ATOM 832 


CA 


GLY A 


60 


160.574 


-8.305 


-2.241 1.00 0.00 


ATOM 833 


C 


GLY A 


60 


160.044 


-6. 908 


-1.985 1.00 0.00 


ATOM 834 


0 


GLY A 


60 160.381 


-5. 967 


-2.703 1.00 0.00 


ATOM 835 


H 


GLY A 


60 


161.231 


-8. 827 


-0.298 1.00 0.00 


ATOM 836 


1HA 


GLY A 


60 


161.564 


-8.229 


-2.666 1.00 0.00 


ATOM 837 


2HA 


GLY A 


60 


159.927 


-8.799 


-2.951 1.00 0.00 


ATOM 838 


N 


CYS A 


61 


159.210 


-6.773 


-0.959 1.00 0.00 


ATOM 839 


CA 


CYS A 


61 


158.631 


-5.480 


-0.610 1.00 0.00 


ATOM 840 


C 


CYS A 


61 


159.598 


-4. 662 


0.240 1.00 0.00 
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ATOM 841 


0 


CYS A 


61 160.705 


-5. 109 


ATOM 842 


CB 


CYS A 


61 157.314 


-5. 675 


ATOM 843 


SG 


CYS A 


61 156.183 


-6. 848 


ATOM 844 


H 


CYS A 


61 158.978 


-7. 560 


ATOM 845 


HA 


CYS A 


61 158.435 


-4.946 


ATOM 846 


1HB 


CYS A 


61 157.525 


-6. 040 


ATOM 847 


2HB 


CYS A 


61 156.804 


-4. 725 


ATOM 848 


HG 


CYS A 


61 156.528 


-7.057 


ATOM 849 


N 


THR A 


62 159.174 


-3.462 


ATOM 850 


CA 


THR A 


62 160.003 


-2. 581 


ATOM 851 


C 


THR A 


62 159.434 


-2.448 


ATOM 852 


0 


THR A 


62 158.454 


-3. 106 


ATOM 853 


CB 


THR A 


62 160.110 


-1.201 


ATOM 854 


0G1 


THR A 


62 158.839 


-0. 580 


ATOM 855 


CG2 


THR A 


62 160.677 


-1.243 


ATOM 856 


H 


THR A 


62 158.283 


-3. 161 


ATOM 857 


HA 


THR A 


62 160.989 


-3.017 


ATOM 858 


HB 


THR A 


62 160.758 


-0. 580 


ATOM 859 


HG1 


THR A 


62 158.243 


-1.125 


ATOM 860 


1HG2 THR A 


62 160.591 


-2.245 


ATOM 861 


2HG2 THR A 


62 161.718 


-0.954 


ATOM 862 


3HG2 THR A 


62 160.128 


-0. 561 


ATOM 863 


N 


ASP A 


63 160.056 


-1.594 


ATOM 864 


CA 


ASP A 


63 159.612 


-1.375 


ATOM 865 


C 


ASP A 


63 158.866 


-0.050 


ATOM 866 


0 


ASP A 


63 158.935 


0.616 


ATOM 867 


CB 


ASP A 


63 160.806 


-1.393 


ATOM 868 


CG 


ASP A 


63 161.904 


-0.439 


ATOM 869 


0D1 


ASP A 


63 162.936 


-0.917 



0.542 1.00 0.00 
0.143 1.00 0.00 
-0.641 1.00 0.00 
-0.424 1.00 0.00 
-1.527 1.00 0.00 
1.137 1.00 0.00 
0.215 1.00 0.00 
-1.512 1.00 0.00 
0.620 1.00 0.00 
1.435 1.00 0.00 
2.844 1.00 0.00 
3.192 1.00 0.00 
0.784 1.00 0.00 
0.714 1.00 0.00 
-0.618 1.00 0.00 
0. 347 1. 00 0. 00 
1.497 1.00 0.00 
1.385 1.00 0.00 
0.195 1.00 0.00 
-1.011 1.00 0.00 
-0.595 1.00 0.00 
-1.250 1.00 0.00 
3.649 1.00 0.00 
5.021 1.00 0.00 
5.147 1.00 0.00 
6.180 1.00 0.00 
5.976 1.00 0.00 
5.547 1.00 0.00 
5.028 1.00 0.00 
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ATOM 870 


0D2 


ASP A 


63 


161.732 


0.784 


5.729 1.00 0.00 


ATOM 871 


H 


ASP A 


63 160.832 


-1. 098 


3.314 1.00 0.00 


ATOM 872 


HA 


ASP A 


63 


158. 940 


-2. 178 


5.284 1.00 0.00 


ATOM 873 


1HB 


ASP A 


63 


160.475 


-1.110 


6.963 1.00 0.00 


ATOM 874 


2HB 


ASP A 


63 


161.216 


-2. 393 


6.011 1.00 0.00 


ATOM 875 


N 


GLY A 


64 


158. 156 


0.325 


4.089 1.00 0.00 


ATOM 876 


CA 


GLY A 


64 


157. 408 


1.569 


4.101 1.00 0.00 


ATOM 877 


C 


GLY A 


64 


158. 144 


2.695 


3.402 1.00 0.00 


ATOM 878 


0 


GLY A 


64 


158. 130 


3.836 


3.864 1.00 0.00 


ATOM 879 


H 


GLY A 


64 


158. 138 


-0. 246 


3.293 1.00 0.00 


ATOM 880 


1HA 


GLY A 


64 


156. 460 


1.412 


3.608 1.00 0.00 


ATOM 881 


2HA 


GLY A 


64 


157. 225 


1.856 


5.126 1.00 0.00 


ATOM 882 


N 


THR A 


65 


158.787 


2.375 


2.284 1.00 0.00 


ATOM 883 


CA 


THR A 


65 


159. 532 


3.367 


1.519 1.00 0.00 


ATOM 884 


C 


THR A 


65 


159. 121 


3.343 


0.051 1.00 0.00 


ATOM 885 


0 


THR A 


65 


159.276 


2.330 


-0.631 1.00 0.00 


ATOM 886 


CB 


THR A 


65 


161.036 


3.116 


1.644 1.00 0.00 


ATOM 887 


0G1 


THR A 


65 


161.300 


1.733 


1.811 1.00 0.00 


ATOM 888 


CG2 


THR A 


65 


161.670 


3.849 


2.806 1.00 0.00 


ATOM 889 


H 


THR A 


65 158.760 


1.448 


1.967 1.00 0.00 


ATOM 890 


HA 


THR A 


65 


159. 304 


4.341 


1.929 1.00 0.00 


ATOM 891 


HB 


THR A 


65 


161.522 


3.447 


0.738 1.00 0.00 


ATOM 892 


HG1 


THR A 


65 


161.736 


1.394 


1.027 1.00 0.00 


ATOM 893 


1HG2 THR A 


65 


161.388 


3.369 


3.731 1.00 0.00 


ATOM 894 


2HG2 THR A 


65 


161.331 


4.874 


2.813 1.00 0.00 


ATOM 895 


3HG2 THR A 


65 


162. 745 


3.826 


2.702 1.00 0.00 


ATOM 896 


N 


PHE A 


66 


158. 597 


4.466 


-0.431 1.00 0.00 


ATOM 897 


CA 


PHE A 


66 


158. 164 


4.572 


-1.819 1.00 0.00 


ATOM 898 


C 


PHE A 


66 


159.235 


5.243 


-2.672 1.00 0.00 
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ATOM 899 


0 


PHE A 


66 159.380 


ATOM 900 


CB 


PHE A 


66 156.857 


ATOM 901 


CG 


PHE A 


66 156.098 


ATOM 902 


CD1 


PHE A 


66 155.827 


ATOM 903 


CD2 


PHE A 


66 155.657 


ATOM 904 


CE1 


PHE A 


66 155.130 


ATOM 905 


CE2 


PHE A 


66 154.959 


ATOM 906 


CZ 


PHE A 


66 154.695 


ATOM 907 


H 


PHE A 


66 158.499 


ATOM 908 


HA 


PHE A 


66 157.997 


ATOM 909 


1HB 


PHE A 


66 156.218 


ATOM 910 


2HB 


PHE A 


66 157.078 


ATOM 911 


HD1 


PHE A 


66 156.166 


ATOM 912 


HD2 


PHE A 


66 155.863 


ATOM 913 


HE1 


PHE A 


66 154.926 


ATOM 914 


HE2 


PHE A 


66 154.621 


ATOM 915 


HZ 


PHE A 


66 154.150 


ATOM 916 


N 


ARG A 


67 159.983 


ATOM 917 


CA 


ARG A 


67 161.042 


ATOM 918 


C 


ARG A 


67 162.083 


ATOM 919 


0 


ARG A 


67 162.723 


ATOM 920 


CB 


ARG A 


67 160.453 


ATOM 921 


CG 


ARG A 


67 159.223 


ATOM 922 


CD 


ARG A 


67 158.382 


ATOM 923 


NE 


ARG A 


67 157.338 


ATOM 924 


CZ 


ARG A 


67 157.567 


ATOM 925 


NH1 


ARG A 


67 158.799 


ATOM 926 


MH2 


ARG A 


67 156.561 


ATOM 927 


H 


ARG A 


67 159.819 



6.465 -2.657 1.00 0.00 
5.362 -1.909 1.00 0.00 
5.124 -3.184 1.00 0.00 
3.835 -3.613 1.00 0.00 
6.190 -3.951 1.00 0.00 
3.613 -4.786 1.00 0.00 
5.974 -5.125 1.00 0.00 
4.684 -5.542 1.00 0.00 
5.240 0.162 1.00 0.00 
3.574 -2.192 1.00 0.00 
5.082 -1.085 1.00 0.00 
6.417 -1.844 1.00 0.00 
2.997 -3.022 1.00 0.00 
7.198 -3.626 1.00 0.00 
2.603 -5.111 1.00 0.00 

6.812 -5.715 1.00 0.00 
4.514 -6.459 1.00 0.00 
4.435 -3.417 1.00 0.00 
4.949 -4.278 1.00 0.00 
5.713 -3.465 1.00 0.00 
6.636 -3.969 1.00 0.00 
5.860 -5.357 1.00 0.00 
5.281 -6.038 1.00 0.00 
6.368 -6.687 1.00 0.00 

5.813 -7.546 1.00 0.00 
5.297 -8.752 1.00 0.00 
5.263 -9.244 1.00 0.00 

4.814 -9.466 1.00 0.00 
3.469 -3.387 1.00 0.00 
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ATOM 928 
ATOM 929 
ATOM 930 
ATOM 931 
ATOM 932 
ATOM 933 
ATOM 934 
ATOM 935 
ATOM 936 
ATOM 937 
ATOM 938 
ATOM 939 
ATOM 940 
ATOM 941 
ATOM 942 
ATOM 943 
ATOM 944 
ATOM 945 
ATOM 946 
ATOM 947 
ATOM 948 
ATOM 949 
ATOM 950 
ATOM 951 
ATOM 952 
ATOM 953 
ATOM 954 
ATOM 955 
ATOM 956 



HA ARG A 
1HB ARG A 
2HB ARG A 
1HG ARG A 
2HG ARG A 
1HD ARG A 
2HD ARG A 
HE ARG A 
1HH1 ARG A 
2HH1 ARG A 
1HH2 ARG A 
2HH2 ARG A 
N GLY A 



CA 
C 
0 
H 



GLY A 
GLY A 
GLY A 
GLY A 



1HA GLY A 

2HA GLY A 

N THR A 

CA THR A 



C 
0 

CB 



THR A 
THR A 
THR A 



0G1 THR A 

CG2 THR A 

H THR A 

HA THR A 

HB THR A 



67 161.521 
67 160.177 
67 161.205 
67 159.539 
67 158.623 
67 157.919 
67 159.027 
67 156.419 
67 159.562 
67 158.964 
67 155.630 

67 156.731 

68 162.246 
68 163.211 
68 162.572 
68 163.149 
68 161.708 
68 163.709 

68 163.946 

69 161.378 
69 160.666 
69 159.834 
69 158.714 
69 159.763 
69 160.491 
69 159.137 
69 160.967 
69 161.399 
69 158.964 



4.107 -4.753 1.00 0.00 
6.802 -4.906 1.00 0.00 
6.037 -6.112 1.00 0.00 
4.582 -6.797 1.00 0.00 
4.768 -5.300 1.00 0.00 
6.959 -5.910 1.00 0.00 
6.998 -7.281 1.00 0.00 
5.826 -7.206 1.00 0.00 
5.625 -8.709 1.00 0.00 
4.873 -10.149 1.00 0.00 
4.837 -9.101 1.00 0.00 
4.426 -10.372 1.00 0.00 
5.323 -2.205 1.00 0.00 
5.983 -1.344 1.00 0.00 
7.006 -0.425 1.00 0.00 
7.375 0.598 1.00 0.00 
4.581 -1.856 1.00 0.00 
5.237 -0.743 1.00 0.00 
6.480 -1.961 1.00 0.00 
7.467 -0.787 1.00 0.00 
8.455 0.015 1.00 0.00 
7.778 1.100 1.00 0.00 
7.331 0.851 1.00 0.00 
9.310 -0.875 1.00 0.00 
9.830 -1.974 1.00 0.00 
10.479 -0.146 1.00 0.00 
7.138 -1.614 1.00 0.00 
9.091 0.486 1.00 0.00 
8.693 -1.259 1.00 0.00 
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ATOM 957 


HG1 


THR A 


ATOM 958 


1HG2 


THR A 


ATOM 959 


2HG2 


THR A 


ATOM 950 


3HG2 


THR A 


ATOM 961 


N 


ARG A 


ATOM 962 


CA 


ARG A 


ATOM 963 


C 


ARG A 


ATOM 964 


0 


ARG A 


ATOM 965 


CB 


ARG A 


ATOM 966 


CG 


ARG A 


ATOM 967 


CD 


ARG A 


ATOM 968 


NE 


ARG A 


ATOM 969 


CZ 


ARG A 


ATOM 970 


NH1 


ARG A 


ATOM 971 


NH2 


ARG A 


ATOM 972 


H 


ARG A 


ATOM 973 


HA 


ARG A 


ATOM 974 


1HB 


ARG A 


ATOM 975 


2HB 


ARG A 


ATOM 976 


1HG 


ARG A 


ATOM 977 


2HG 


ARG A 


ATOM 978 


1HD 


ARG A 


ATOM 979 


2HD 


ARG A 


ATOM 980 


HE 


ARG A 


ATOM 981 


1HH1 ARG A 


ATOM 982 


2HH1 ARG A 


ATOM 983 


1HH2 ARG A 


ATOM 984 


2HH2 ARG A 


ATOM 985 


N 


TYR A 



69 161.267 10.293 

69 158.646 11.126 

69 159.906 11.033 

69 158.413 10.113 

70 160.389 7.706 
70 159.699 7.084 
70 158.562 7.971 
70 158.773 9.132 
70 160.680 6.807 
70 160.151 5.828 
70 160.885 5.964 
70 162.332 5.847 
70 163.172 5.583 
70 162.711 5.408 
70 164.473 5.494 
70 161.285 8.080 
70 159.286 6.147 
70 161.592 6.402 
70 160.906 7.738 
70 159.102 6.021 
70 160.282 4.821 
70 160.658 6.931 
70 160.543 5.189 
70 162.699 5.971 
70 161.731 5.474 
70 163.347 5.210 
70 164.825 5.624 

70 165.104 5.296 

71 157.354 7.415 



1.655 1.00 0.00 
0.857 1.00 0.00 
0.374 1.00 0.00 
0.567 1.00 0.00 
2.306 1.00 0.00 
3.429 1.00 0.00 
3.925 1.00 0.00 
4.275 1.00 0.00 
4.569 1.00 0.00 

5.603 1.00 0.00 
6.927 1.00 0.00 
6.766 1.00 0.00 
7.765 1.00 0.00 
8.998 1.00 0.00 
7.532 1.00 0.00 
2.443 1.00 0.00 
3.086 1.00 0.00 
4.154 1.00 0.00 
5.069 1.00 0.00 
5.764 1.00 0.00 
5.232 1.00 0.00 
7.352 1.00 0.00 
7.596 1.00 0.00 
5.866 1.00 0.00 
9.181 1.00 0.00 
9.744 1.00 0.00 

6.604 1.00 0.00 
8.282 1.00 0.00 
3.953 1.00 0.00 
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ATOM 986 
ATOM 987 
ATOM 988 
ATOM 989 
ATOM 990 
ATOM 991 
ATOM 992 
ATOM 993 
ATOM 994 
ATOM 995 
ATOM 996 
ATOM 997 
ATOM 998 
ATOM 999 
ATOM 1000 
ATOM 1001 
ATOM 1002 
ATOM 1003 
ATOM 1004 
ATOM 1005 
ATOM 1006 
ATOM 1007 
ATOM 1008 
ATOM 1009 
ATOM 1010 
ATOM 1011 
ATOM 1012 
ATOM 1013 
ATOM 1014 



CA 


TYR 


A 


71 


C 


TYR 


A 


71 


0 


TYR 


A 


71 


CB 


TYR 


A 


71 


CG 


TYR 


A 


71 


CD1 


TYR 


A 


71 


CD2 


TYR 


A 


71 


CE1 


TYR 


A 


71 


CE2 


TYR 


A 


71 


CZ 


TYR 


A 


71 


OH 


TYR 


A 


71 


H 


TYR 


A 


71 


HA 


TYR 


A 


71 


1KB 


TYR 


A 


71 


2KB 


TYR 


A 


71 


HD1 


TYR 


A^ 


71 


HD2 


TYR 


A 


71 


HE1 


TYR 


A 


71 


HE2 


TYR 


A 


71 


HH 


TYR 


A 


71 


N 


PHE 


A 


72 


CA 


PHE 


A 


72 


C 


PHE 


A 


72 


0 


PHE 


A 


72 


CB 


PHE 


A 


72 


CG 


PHE 


A 


72 


CD1 


PHE 


A 


72 


CD2 


PHE 


A 


72 


CE1 


PHE 


A 


72 



156. 182 8. 156 

155. 796 7. 749 

155.470 8.595 

155. 007 7. 920 

155. 195 8. 551 

155. 167 9. 930 

155. 397 7. 766 

155. 337 10. 510 

155. 568 8. 337 

155. 537 9. 710 

155.707 10.284 

157.249 6.486 

156.432 9.207 

154. 875 6. 859 

154.111 8.336 

155. 010 10. 555 

155.420 6.691 

155.313 11.585 

155. 725 7. 710 

156. 632 10. 235 

155.835 6.447 

155.488 5.928 

156. 491 4. 871 

157.311 4.403 

154. 079 5. 335 

153. 863 4. 329 

154. 015 2. 974 

153. 508 4. 738 

153. 817 2. 046 



4.406 1.00 0.00 
5.824 1.00 0.00 
6.657 1.00 0.00 
3.457 1.00 0.00 
2.094 1.00 0.00 
1.937 1.00 0.00 
0.966 1.00 0.00 
0.693 1.00 0.00 
-0.280 1.00 0.00 
-0.411 1.00 0.00 
-1.650 1.00 0.00 
3.661 1.00 0.00 
4.401 1.00 0.00 
3.315 1.00 0.00 
3.895 1.00 0.00 
2.804 1.00 0.00 
1.071 1.00 0.00 
0.592 1.00 0.00 
-1.145 1.00 0.00 
-1.902 1.00 0.00 
6.092 1.00 0.00 
7.409 1.00 0.00 
7.858 1.00 0.00 
7.068 1.00 0.00 
7.393 1.00 0.00 
6.298 1.00 0.00 
6.546 1.00 0.00 
5.023 1.00 0.00 
5.541 1.00 0.00 



2003-3083148 



#M 2002-236129 



: 341/ 



ATOM 1015 


CE2 


PHE A 


ATOM 1016 


CZ 


PHE A 


ATOM 1017 


H 


PHE A 


ATOM 1018 


HA 


PHE A 


ATOM 1019 


1HB 


PHE A 


ATOM 1020 


2HB 


PHE A 


ATOM 1021 


HD1 


PHE A 


ATOM 1022 


HD2 


PHE A 


ATOM 1023 


HE1 


PHE A 


ATOM 1024 


HE2 


PHE A 


ATOM 1025 


HZ 


PHE A 


ATOM 1026 


N 


THR A 


ATOM 1027 


CA 


THR A 


ATOM 1028 


C 


THR A 


ATOM 1029 


0 


THR A 


ATOM 1030 


CB 


THR A 


ATOM 1031 


0G1 


THR A 


ATOM 1032 


CG2 


THR A 


ATOM 1033 


H 


THR A 


ATOM 1034 


HA 


THR A 


ATOM 1035 


HB 


THR A 


ATOM 1036 


HG1 


THR A 


ATOM 1037 


1HG2 THR A 


ATOM 1038 


2HG2 THR A 


ATOM 1039 


3HG2 THR A 


ATOM 1040 


N 


CYS A 


ATOM 1041 


CA 


CYS A 


ATOM 1042 


C 


CYS A 


ATOM 1043 


0 


CYS A 



72 153.309 3.816 

72 153.463 2.468 

72 156.102 5.823 

72 155.514 6.751 

72 153.890 4.844 

72 153.361 6.132 

72 154.290 2.644 

72 153.387 5.793 

72 153.939 0.993 

72 153.033 4.148 

72 153.308 1.744 

73 156.422 4.500 
73 157.326 3.498 
73 156.594 2.182 
73 155.767 2.079 
73 157.941 4.003 
73 156.941 4.531 
73 158.983 5.080 
73 155.748 4.909 
73 158.114 3.329 
73 158.417 3.176 
73 156.596 5.344 
73 159.375 5.392 
73 158.532 5.927 

73 159.786 4.692 

74 156.905 1.178 
74 156.276 -0.132 
74 157.327 -1.238 
74 158.514 -0.986 



4.015 1.00 0.00 
4.274 1.00 0.00 
5.386 1.00 0.00 
8.107 1.00 0.00 
8.336 1.00 0.00 
7.260 1.00 0.00 
7.537 1.00 0.00 
4.820 1.00 0.00 
5.746 1.00 0.00 
3.024 1.00 0.00 
3.487 1.00 0.00 
9.133 1.00 0.00 
9.688 1.00 0.00 
9.932 1.00 0.00 
10.838 1.00 0.00 
10.993 1.00 0.00 
11.848 1.00 0.00 
10.785 1.00 0.00 

9.714 1.00 0.00 

8.970 1.00 0.00 
11.499 1.00 0.00 
11.472 1.00 0.00 
11.742 1.00 0.00 
10.289 1.00 0.00 
10.177 1.00 0.00 

9.118 1.00 0.00 

9.247 1.00 0.00 

9.278 1.00 0.00 

9.073 1.00 0.00 
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ATOM 1044 CB CYS A 74 155.305 -0.369 8.090 1.00 0.00 

ATOM 1045 SG CYS A 74 153.619 0.197 8.415 1.00 0.00 

ATOM 1046 H CYS A 74 157.572 1.322 8.415 1.00 0.00 

ATOM 1047 HA CYS A 74 155.727 -0.147 10.176 1.00 0.00 

ATOM 1048 1HB CYS A 74 155.662 0.153 7.215 1.00 0.00 

ATOM 1049 2KB CYS A 74 155.261 -1.428 7.877 1.00 0.00 

ATOM 1050 HG CYS A 74 153.098 0.048 7.623 1.00 0.00 

ATOM 1051 N ALA A 75 156.880 -2.462 9.536 1.00 0.00 

ATOM 1052 CA ALA A 75 157.781 -3.607 9.595 1.00 0.00 

ATOM 1053 C ALA A 75 158.466 -3.836 8.2511.00 0.00 

ATOM 1054 0 ALA A 75 158.120 -3.206 7.2511.00 0.00 

ATOM 1055 CB ALA A 75 157.022 -4.854 10.0211.00 0.00 

ATOM 1056 H ALA A 75 155.923 -2.600 9.6911.00 0.00 

ATOM 1057 HA ALA A 75 158.535 -3.401 10.3411.00 0.00 

ATOM 1058 1HB ALA A 75156.775 -5.441 9.149 1.00 0.00 

ATOM 1059 2HB ALA A 75 156.113 -4.566 10.529 1.00 0.00 

ATOM 1060 3HB ALA A 75 157.636 -5.441 10.687 1.00 0.00 

ATOM 1061 N LEU A 76 159.440 -4.741 8.235 1.00 0.00 

ATOM 1062 CA LEU A 76 160.174 -5.052 7.014 1.00 0.00 

ATOM 1063 C LEU A 76 159.372 -5.997 6.124 1.00 0.00 

ATOM 1064 0 LEU A 76 158.793 -6.973 6.600 1.00 0.00 

ATOM 1065 CB LEU A 76 161.527 -5.679 7.353 1.00 0.00 

ATOM 1066 CG LEU A 76 162.600 -4.692 7.818 1.00 0.00 

ATOM 1067 CD1 LEU A 76 163.504 -5.337 8.856 1.00 0.00 

ATOM 1068 CD2 LEU A 76 163.415 -4.197 6.633 1.00 0.00 

ATOM 1069 H LEU A 76 159.671 -5.210 9.064 1.00 0.00 

ATOM 1070 HA LEU A 76 160.339 -4.129 6.482 1.00 0.00 

ATOM 1071 1HB LEU A 76 161.376 -6.410 8.135 1.00 0.00 

ATOM 1072 2HB LEU A 76 161.895 -6.189 6.475 1.00 0.00 



mSE# 2 0 0 3 



-3083148 



#M 2002-236129 



^—5? I 343/ 



ATOM 1073 HG LEU A 76 162. 121 

ATOM 1074 1HD1 LEU A 76 163. 112 

ATOM 1075 2HD1 LEU A 76 164.497 

ATOM 1076 3HD1 LEU A 76 163.547 

ATOM 1077 1HD2 LEU A 76 163.394 

ATOM 1078 2HD2 LEU A 76 164.436 

ATOM 1079 3HD2 LEU A 76 162. 993 

ATOM 1080 N LYS A 77 159. 343 

ATOM 1081 CA LYS A 77 158. 612 

ATOM 1082 C LYS A 77 157. 123 

ATOM 1083 0 LYS A 77 156. 500 

ATOM 1084 CB LYS A 77 159. 172 

ATOM 1085 CG LYS A 77 160. 683 

ATOM 1086 CD LYS A 77 161.119 

ATOM 1087 CE LYS A 77 162.513 

ATOM 1088 NZ LYS A 77 163. 560 

ATOM 1089 H LYS A 77 159.825 

ATOM 1090 HA LYS A 77 158.744 

ATOM 1091 1HB LYS A 77 158. 907 

ATOM 1092 2HJB LYS A 77 158.728 

ATOM 1093 1HG LYS A 77 161.135 

ATOM 1094 2HG LYS A 77 161.014 

ATOM 1095 1HD LYS A 77 161.120 

ATOM 1096 2HD LYS A 77 160.421 
ATOM 1097 1HE LYS A 77 162.708 

ATOM 1098 2HE LYS A 77 162. 552 
ATOM 1099 1HZ LYS A 77 163.525 
ATOM 1100 2HZ LYS A 77 164.502 
ATOM 1101 3HZ LYS A 77 163.404 



-3.839 8.276 1.00 0.00 

-5.145 9.844 1.00 0.00 

-4.919 8.777 1.00 0.00 

-6.401 8.686 1.00 0.00 

-4.936 5.846 1.00 0.00 

-4.028 6.943 1.00 0.00 

-3.271 6.267 1.00 0.00 

-5.699 4.829 1.00 0.00 

-6.522 3.872 1.00 0.00 

-6.548 4.201 1.00 0.00 

-7.610 4.224 1.00 0.00 

-7.946 3.859 1.00 0.00 

-8.006 3.706 1.00 0.00 

-7.581 2.314 1.00 0.00 

-6.976 2.326 1.00 0.00 

-7.995 2.614 1.00 0.00 

-4.908 4.510 1.00 0.00 

-6.086 2.892 1.00 0.00 

-8.433 4.787 1.00 0.00 

-8.489 3.038 1.00 0.00 

-7.344 4.431 1.00 0.00 

-9.018 3.886 1.00 0.00 

-8.447 1.668 1.00 0.00 

-6.849 1.936 1.00 0.00 

-6.535 1.361 1.00 0.00 

-6.209 3.086 1.00 0.00 

-8.270 3.616 1.00 0.00 

-7.610 2.403 1.00 0.00 

-8.841 2.028 1.00 0.00 
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ATOM 1102 N LYS A 

ATOM 1103 CA LYS A 

ATOM 1104 C LYS A 

ATOM 1105 0 LYS A 

ATOM 1106 CB LYS A 

ATOM 1107 CG LYS A 

ATOM 1108 CD LYS A 

ATOM 1109 CE LYS A 

ATOM 1110 NZ LYS A 

ATOM 1111 H LYS A 

ATOM 1112 HA LYS A 

ATOM 1113 1HB LYS A 

ATOM 1114 2HB LYS A 

ATOM 1115 1HG LYS A 

ATOM 1116 2HG LYS A 

ATOM 1117 1HD LYS A 

ATOM 1118 2HD LYS A 

ATOM 1119 1HE LYS A 

ATOM 1120 2HE LYS A 

ATOM 1121 1HZ LYS A 

ATOM 1122 2HZ LYS A 

ATOM 1123 3HZ LYS A 

ATOM 1124 N ALA A 

ATOM 1125 CA ALA A 

ATOM 1126 C ALA A 

ATOM 1127 0 ALA A 

ATOM 1128 CB ALA A 

ATOM 1129 H ALA A 

ATOM 1130 HA ALA A 



78 156.558 
78 155.142 
78 154.602 
78 153.781 
78 154.921 
78 155.477 
78 155.149 
78 153.954 
78 153.139 
78 157.106 
78 154.610 
78 155.400 
78 153.861 
78 155.046 
78 156.550 
78 156.005 
78 154.926 
78 153.332 
78 154.309 
78 152.325 
78 152.792 

78 153.716 

79 155.068 
79 154.633 
79 154.555 
79 155.578 
79 155.571 
79 155.721 
79 153.648 



-5.373 4.456 1.00 0.00 

-5.261 4.785 1.00 0.00 

-3.885 4.407 1.00 0.00 

-3.312 5.123 1.00 0.00 

-5.517 6.278 1.00 0.00 

-6.850 6.755 1.00 0.00 

-7.097 8.218 1.00 0.00 

-8.023 8.373 1.00 0.00 

-7.684 9.573 1.00 0.00 

-4.561 4.423 1.00 0.00 

-6.012 4.219 1.00 0.00 

-4.729 6.840 1.00 0.00 

-5.500 6.482 1.00 0.00 

-7.641 6.161 1.00 0.00 

-6.845 6.631 1.00 0.00 

-7.550 8.697 1.00 0.00 

-6.152 8.692 1.00 0.00 

-7.938 7.493 1.00 0.00 

-9.038 8.464 1.00 0.00 

-8.326 9.645 1.00 0.00 

-6.707 9.505 1.00 0.00 

-7.775 10.433 1.00 0.00 
-3.363 3.278 1.00 0.00 
-2.055 2.805 1.00 0.00 
-2.020 1.282 1.00 0.00 
-1.989 0.599 1.00 0.00 
-0.971 3.312 1.00 0.00 
-3.869 2.751 1.00 0.00 
-1.864 3.209 1.00 0.00 
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ATOM 1131 
ATOM 1132 
ATOM 1133 
ATOM 1134 
ATOM 1135 
ATOM 1136 
ATOM 1137 
ATOM 1138 
ATOM 1139 
ATOM 1140 
ATOM 1141 
ATOM 1142 
ATOM 1143 
ATOM 1144 
ATOM 1145 
ATOM 1146 
ATOM 1147 
ATOM 1148 
ATOM 1149 
ATOM 1150 
ATOM 1151 
ATOM 1152 
ATOM 1153 
ATOM 1154 
ATOM 1155 
ATOM 1156 
ATOM 1157 
ATOM 1158 
ATOM 1159 



1HB ALA A 
2HB ALA A 
3HB ALA A 
N LEU A 
LEU A 



CA 
C 
0 
CB 



LEU A 
LEU A 
LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N PHE A 
CA PHE A 
C PHE A 
0 PHE A 
CB PHE A 
CG PHE A 
CD1 PHE A 



79 156.010 
79 155.017 

79 156.353 

80 153.334 
80 153.122 
80 152.248 
80 151.047 
80 152.476 
80 152.145 
80 153.393 
80 151.062 
80 152.557 
80 154.086 
80 153.147 
80 151.559 
80 151.772 
80 153.335 
80 153.464 
80 154.265 
80 150.263 
80 151.481 

80 150.675 

81 152.858 
81 152.135 
81 151.374 
81 151.879 
81 153.104 
81 153.883 
81 153.494 



-1.283 4.248 1.00 0.00 
-0.056 3.462 1.00 0.00 
-0.802 2.586 1.00 0.00 
-2.025 0.757 1.00 0.00 
-1.994 -0.685 1.00 0.00 
-0.809 -1.081 1.00 0.00 
-0.791 -0.810 1.00 0.00 
-3.299 -1.154 1.00 0.00 
-3.358 -2.647 1.00 0.00 
-3.669 -3.458 1.00 0.00 
-4.394 -2.911 1.00 0.00 
-2.050 1.353 1.00 0.00 
-1.889 -1.160 1.00 0.00 
-4.113 -0.923 1.00 0.00 
-3.442 -0.600 1.00 0.00 
-2.395 -2.964 1.00 0.00 
-3.169 -4.413 1.00 0.00 
-4.735 -3.614 1.00 0.00 
-3.325 -2.923 1.00 0.00 
-4.270 -2.196 1.00 0.00 
-5.385 -2.814 1.00 0.00 
-4.263 -3.911 1.00 0.00 
0.182 -1.724 1.00 0.00 
1.371 -2.158 1.00 0.00 
1.103 -3.452 1.00 0.00 
0.436 -4.355 1.00 0.00 
2.538 -2.355 1.00 0.00 
2.888 -1.119 1.00 0.00 
3.947 -0.316 1.00 0.00 
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ATOM 1160 
ATOM 1161 
ATOM 1162 
ATOM 1163 
ATOM 1164 
ATOM 1165 
ATOM 1166 
ATOM 1167 
ATOM 1168 
ATOM 1169 
ATOM 1170 
ATOM 1171 
ATOM 1172 
ATOM 1173 
ATOM 1174 
ATOM 1175 
ATOM 1176 
ATOM 1177 
ATOM 1178 
ATOM 1179 
ATOM 1180 
ATOM 1181 
ATOM 1182 
ATOM 1183 
ATOM 1184 
ATOM 1185 
ATOM 1186 
ATOM 1187 
ATOM 1188 



CD2 


PHE A 


CE1 


PHE A 


CE2 


PHE A 


CZ 


PHE A 


H 


PHE A 


HA 


PHE A 


1HB 


PHE A 


2HB 


PHE A 


HD1 


PHE A 


HD2 


PHE A 


HE1 


PHE A 


HE2 


PHE A 


HZ 


PHE A 


N 


VAL A 


CA 


VAL A 


C 


VAL A 


0 


VAL A 


CB 


VAL A 


CGI 


VAL A 


CG2 


VAL A 


H 


VAL A 


HA 


VAL A 



HB VAL A 
1HG1 VAL A 
2HG1 VAL A 
3HG1 VAL A 
1HG2 VAL A 
2HG2 VAL A 
3HG2 VAL A 



81 155.005 
81 154.209 
81 155.724 
81 155.325 
81 153.817 
81 151.428 
81 153.810 
81 152.546 
81 152.621 
81 155.317 
81 153.895 
81 156.596 

81 155.884 

82 150.155 
82 149.324 
82 148.369 
82 148.190 
82 148.507 
82 149.423 
82 147.682 
82 149.807 
82 149.976 
82 147.830 
82 150.197 
82 148.848 
82 149.873 
82 147.413 
82 148.261 
82 146.784 



2.157 -0.761 1.00 0.00 

4.271 0.822 1.00 0.00 

2.476 0.375 1.00 0.00 

3.534 1.167 1.00 0.00 

0.110 -1.911 1.00 0.00 

1.630 -1.385 1.00 0.00 

2.283 -3.131 1.00 0.00 

3.414 -2.656 1.00 0.00 

4.524 -0.585 1.00 0.00 

1.329 -1.381 1.00 0.00 

5.100 1.440 1.00 0.00 

1.898 0.643 1.00 0.00 

3.785 2.056 1.00 0.00 

1.628 -3.535 1.00 0.00 

1.445 -4.718 1.00 0.00 

2.618 -4.907 1.00 0.00 

3.437 -4.005 1.00 0.00 

0.142 -4.635 1.00 0.00 

-1.069 -4.717 1.00 0.00 

0.111 -3.358 1.00 0.00 

2.151 -2.782 1.00 0.00 

1.382 -5.577 1.00 0.00 

0.111 -5.477 1.00 0.00 

-0.886 -5.447 1.00 0.00 

-1.936 -5.010 1.00 0.00 

-1.247 -3.751 1.00 0.00 

1.118 -3.078 1.00 0.00 

-0.341 -2.566 1.00 0.00 

-0.468 -3.523 1.00 0.00 
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ATOM 1189 
ATOM 1190 
ATOM 1191 
ATOM 1192 
ATOM 1193 
ATOM 1194 
ATOM 1195 
ATOM 1196 
ATOM 1197 
ATOM 1198 
ATOM 1199 
ATOM 1200 
ATOM 1201 
ATOM 1202 
ATOM 1203 
ATOM 1204 
ATOM 1205 
ATOM 1206 
ATOM 1207 
ATOM 1208 
ATOM 1209 
ATOM 1210 
ATOM 1211 
ATOM 1212 
ATOM 1213 
ATOM 1214 
ATOM 1215 
ATOM 1216 
ATOM 1217 



N 


LYS A 


83 147.757 


CA 


LYS A 


83 


146. 820 


C 


LYS A 


83 


145.576 


0 


LYS A 


83 


144.875 


CB 


LYS A 


83 146.424 


CG 


LYS A 


83 


147.590 


CD 


LYS A 


83 


147.222 


CE 


LYS A 


83 


147.832 


NZ 


LYS A 


83 


148.273 


H 


LYS A 


83 


147. 941 


HA 


LYS A 


83 


147. 313 


1HB 


LYS A 


83 


145.993 


2HB 


LYS A 


83 


145.684 


1HG 


LYS A 


83 


147. 871 


2HG 


LYS A 


83 


148.421 


1HD 


LYS A 


83 


147. 587 


2HD 


LYS A 


83 


146. 147 


1HE 


LYS A 


83 


147. 095 


2HE 


LYS A 


83 


148. 686 


1HZ 


LYS A 


83 


149.279 


2HZ 


LYS A 


83 


148. 139 


3HZ 


LYS A 


83 


147. 717 


N 


LEU A 


84 


145. 307 


CA 


LEU A 


84 


144. 147 


C 


LEU A 


84 


142. 855 


0 


LEU A 


84 


141.893 


CB 


LEU A 


84 


144. 108 


CG 


LEU A 


84 


142.878 


CD1 


LEU A 


84 


143.016 



2.694 -6.084 1.00 0.00 
3.768 -6.391 1.00 0.00 
3.672 -5.515 1.00 0.00 
2.659 -5.521 1.00 0.00 
3.721 -7.868 1.00 0.00 
3.945 -8.818 1.00 0.00 
3.577 -10.246 1.00 0.00 
4.546 -11.246 1.00 0.00 
3.859 -12.490 1.00 0.00 
2.011 -6.763 1.00 0.00 
4.707 -6.190 1.00 0.00 
2.754 -8.081 1.00 0.00 
4.484 -8.054 1.00 0.00 
4.986 -8.786 1.00 0.00 
3.334 -8.500 1.00 0.00 
2.583 -10.456 1.00 0.00 
3.598 -10.349 1.00 0.00 
5.293 -11.500 1.00 0.00 
5.025 -10.788 1.00 0.00 
3.605 -12.422 1.00 0.00 
4.483 -13.310 1.00 0.00 
2.991 -12.635 1.00 0.00 
4.735 -4.765 1.00 0.00 
4.776 -3.883 1.00 0.00 
4.587 -4.673 1.00 0.00 
4.002 -4.176 1.00 0.00 
6.105 -3.127 1.00 0.00 
6.316 -2.242 1.00 0.00 
5.538 -0.942 1.00 0.00 



ftiE# 2003-3083148 



#M 2002-236129 



I 348/ 



ATOM 1218 
ATOM 1219 
ATOM 1220 
ATOM 1221 
ATOM 1222 
ATOM 1223 
ATOM 1224 
ATOM 1225 
ATOM 1226 
ATOM 1227 
ATOM 1228 
ATOM 1229 
ATOM 1230 
ATOM 1231 
ATOM 1232 
ATOM 1233 
ATOM 1234 
ATOM 1235 
ATOM 1236 
ATOM 1237 
ATOM 1238 
ATOM 1239 
ATOM 1240 
ATOM 1241 
ATOM 1242 
ATOM 1243 
ATOM 1244 
ATOM 1245 
ATOM 1246 



CD2 


LEU A 


84 


H 


LEU A 


84 


HA 


LEU A 


84 


1HB 


LEU A 


84 


2HB 


LEU A 


84 


HG 


LEU A 


84 


1HD1 


LEU A 


84 


2HD1 


LEU A 


84 


3HD1 


LEU A 


84 


1HD2 


LEU A 


84 


2HD2 


LEU A 


84 


3HD2 


LEU A 


84 


N 


LYS A 


85 


CA 


LYS A 


85 


C 


LYS A 


85 


0 


LYS A 


85 


CB 


LYS A 


85 


CG 


LYS A 


85 


CD 


LYS A 


85 


CE 


LYS A 


85 


NZ 


LYS A 


85 


H 


LYS A 


85 


HA 


LYS A 


85 


1HB 


LYS A 


85 


2HB 


LYS A 


85 


1HG 


LYS A 


85 


2HG 


LYS A 


85 


1HD 


LYS A 


85 


2HD 


LYS A 


85 



142.672 7.795 

145.903 5.510 

144.242 3.970 

144. 989 6. 165 

144. 145 6. 906 

142.004 5.947 

142. 131 5. 683 

143.882 5.890 

143.134 4.486 

141.827 7.923 

142. 485 8. 316 

143.558 8.200 

142. 843 5. 085 

141.670 4.971 

141.371 3.510 

140. 226 3. 147 

141.882 5.757 

143. 234 5. 509 

144. 209 6. 639 

145.050 6.980 

145. 823 8. 237 

143. 642 5. 540 

140. 829 5. 389 

141.112 5.481 

141.798 6.812 

143. 642 4. 587 

143.099 5.429 

143. 653 7. 515 

144.863 6.336 



-1.961 1.00 0.00 
-4.806 1.00 0.00 
-3.172 1.00 0.00 
-2.504 1.00 0.00 
-3.849 1.00 0.00 
-2.760 1.00 0.00 
-0.340 1.00 0.00 
-0.401 1.00 0.00 
-1.162 1.00 0.00 
-1.300 1.00 0.00 
-2.887 1.00 0.00 
-1.493 1.00 0.00 
-5.904 1.00 0.00 
-6.764 1.00 0.00 
-7.086 1.00 0.00 
-7.355 1.00 0.00 
-8.059 1.00 0.00 
-8.708 1.00 0.00 
-8.416 1.00 0.00 
-9.635 1.00 0.00 
-9.443 1.00 0.00 
-6.244 1.00 0.00 
-6.232 1.00 0.00 
-8.764 1.00 0.00 
-7.842 1.00 0.00 
-8.325 1.00 0.00 
-9.776 1.00 0.00 
-8.119 1.00 0.00 
-7.611 1.00 0.00 
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ATOM 1247 


1HE 


LYS A 


85 145.739 


ATOM 1248 


2HE 


LYS A 


85 144.396 


ATOM 1249 


1HZ 


LYS A 


85 145.341 


ATOM 1250 


2HZ 


LYS A 


85 145.911 


ATOM 1251 


3HZ 


LYS A 


85 146.777 


ATOM 1252 


N 


SER A 


86 142.405 


ATOM 1253 


CA 


SER A 


86 142.248 


ATOM 1254 


C 


SER A 


86 142.150 


ATOM 1255 


0 


SER A 


86 142.547 


ATOM 1256 


CB 


SER A 


86 143.421 


ATOM 1257 


OG 


SER A 


86 143.705 


ATOM 1258 


H 


SER A 


86 143.295 


ATOM 1259 


HA 


SER A 


86 141.334 


ATOM 1260 


1HB 


SER A 


86 144.298 


ATOM 1261 


2HB 


SER A 


86 143.176 


ATOM 1262 


HG 


SER A 


86 144.344 


ATOM 1263 


N 


CYS A 


87 141.618 


ATOM 1264 


CA 


CYS A 


87 141.467 


ATOM 1265 


C 


CYS A 


87 139.994 


ATOM 1266 


0 


CYS A 


87 139.165 


ATOM 1267 


CB 


CYS A 


87 142.207 


ATOM 1268 


SG 


CYS A 


87 143.989 


ATOM 1269 


H 


CYS A 


87 141.319 


ATOM 1270 


HA 


CYS A 


87 141.898 


ATOM 1271 


1HB 


CYS A 


87 142.062 


ATOM 1272 


2HB 


CYS A 


87 141.802 


ATOM 1273 


HG 


CYS A 


87 144.418 


ATOM 1274 


N 


ARG A 


88 139.674 


ATOM 1275 


CA 


ARG A 


88 138.300 



-2 3 6 1 2 9 v I 349/ 

6.169 -9.820 1.00 0.00 
7.096 -10.487 1.00 0.00 
8.853 -8.758 1.00 0.00 
8.745 -10.346 1.00 0.00 
8.020 -9.087 1.00 0.00 
2.675 -7.058 1.00 0.00 
1.255 -7.348 1.00 0.00 
0.442 -6.061 1.00 0.00 
-0.722 -6.017 1.00 0.00 
0.752 -8.193 1.00 0.00 
1.648 -9.254 1.00 0.00 
3.023 -6.838 1.00 0.00 

1.130 -7.908 1.00 0.00 

0.663 -7.569 1.00 0.00 
-0.214 -8.608 1.00 0.00 

1.247 -9.848 1.00 0.00 

1.064 -5. 012 1.00 0.00 

0.398 -3.724 1.00 0.00 

0.260 -3.353 1.00 0.00 

1.081 -3.747 1.00 0.00 

1.175 -2.634 1.00 0.00 

0.867 -2.590 1.00 0.00 

1.992 -5.108 1.00 0.00 
-0.588 -3.808 1.00 0.00 

2.233 -2.795 1.00 0.00 

0.904 -1.670 1.00 0.00 

1.539 -3.125 1.00 0.00 
-0.783 -2.595 1.00 0.00 
-1.027 -2.172 1.00 0.00 



tBfE# 2003-3083148 
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ATOM 1276 


C 


ATOM 1277 


0 


ATOM 1278 


CB 


ATOM 1279 


CG 


ATOM 1280 


CD 


ATOM 1281 


NE 


ATOM 1282 


CZ 


ATOM 1283 


NH1 


ATOM 1284 


NH2 


ATOM 1285 


H 


ATOM 1286 


HA 


ATOM 1287 


1HB 


ATOM 1288 


2HB 


ATOM 1289 


1HG 


ATOM 1290 


2HG 


ATOM 1291 


1HD 


ATOM 1292 


2HD 


ATOM 1293 


HE 


ATOM 1294 


1HH1 


ATOM 1295 


2HH1 


ATOM 1296 


1HH2 


ATOM 1297 


2HH2 


ATOM 1298 


N 


ATOM 1299 


CA 


ATOM 1300 


C 


ATOM 1301 


0 


ATOM 1302 


CB 


ATOM 1303 


CG 


ATOM 1304 


CD 



ARG A 88 138. 226 

ARG A 88 139. 134 

ARG A 88 137. 728 

ARG A 88 137. 135 

ARG A 88 135. 620 

ARG A 88 135. 175 

ARG A 88 135. 192 

ARG A 88 135. 631 

ARG A 88 134. 768 

ARG A 88 140. 378 

ARG A 88 137. 715 

ARG A 88 138. 517 

ARG A 88 136.953 

ARG A 88 137. 549 

ARG A 88 137. 392 

ARG A 88 135. 186 

ARG A 88 135. 285 

ARG A 88 134. 846 

ARG A 88 135. 952 

ARG A 88 135.640 

ARG A 88 134.436 

ARG A 88 134. 780 

PRO A 89 137. 138 

PRO A 89 136.954 

PRO A 89 137.091 

PRO A 89 136.444 

PRO A 89 135. 526 

PRO A 89 135.249 

PRO A 89 136.005 



-1.247 -0.662 1.00 0.00 

-1.828 -0.067 1.00 0.00 

-2.243 -2.903 1.00 0.00 

-1.911 -4.264 1.00 0.00 

-1.785 -4.199 1.00 0.00 

-0.413 -4.428 1.00 0.00 

0.183 -5.618 1.00 0.00 

-0.468 -6.688 1.00 0.00 

1.433 -5.740 1.00 0.00 

-1.403 -2.312 1.00 0.00 

-0.156 -2.427 1.00 0.00 

-2.967 -3.046 1.00 0.00 

-2.684 -2.294 1.00 0.00 

-0.974 -4.607 1.00 0.00 

-2.697 -4.958 1.00 0.00 

-2.424 -4.953 1.00 0.00 

-2.103 -3.222 1.00 0.00 

0.092 -3.655 1.00 0.00 

-1.412 -6.603 1.00 0.00 

-0.016 -7.580 1.00 0.00 

1.929 -4.938 1.00 0.00 

1.881 -6.634 1.00 0.00 

-0.787 -0.019 1.00 0.00 

-0.940 1.428 1.00 0.00 

-2.390 1.877 1.00 0.00 

-3.284 1.330 1.00 0.00 

-0.441 1.664 1.00 0.00 

0.476 0.523 1.00 0.00 

-0.084 -0.649 1.00 0.00 



aS!iE# 2003-3083148 



mm 2002-236129 ^- i? : 351/ 



ATOM 1305 


HA 


PRO A 


89 


137. 650 


-0.326 


1.981 1.00 0.00 


ATOM 1306 


1HB 


PRO A 


89 


134. 846 


-1.280 


1.672 1.00 0.00 


ATOM 1307 


2HB 


PRO A 


89 


135.476 


0.079 


2.609 1.00 0.00 


ATOM 1308 


1HG 


PRO A 


89 


134. 189 


0.491 


0.314 1.00 0.00 


ATOM 1309 


2HG 


PRO A 


89 


135. 602 


1.469 


0.758 1.00 0.00 


ATOM 1310 


1HD 


PRO A 


89 


135. 384 


-0. 771 


-1.205 1.00 0.00 


ATOM 1311 


2HD 


PRO A 


89 


136. 354 


0.714 


-1.288 1.00 0.00 


ATOM 1312 


N 


ASP A 


90 


137.937 


-2.618 


2.876 1.00 0.00 


ATOM 1313 


CA 


ASP A 


90 


138. 157 


-3.961 


3.398 1.00 0.00 


ATOM 1314 


C 


ASP A 


90 


137.366 


-4. 181 


4.683 1.00 0.00 


ATOM 1315 


0 


ASP A 


90 


137.759 


-3.716 


5.754 1.00 0.00 


ATOM 1316 


CB 


ASP A 


90 


139.647 


-4.192 


3.658 1.00 0.00 


ATOM 1317 


CG 


ASP A 


90 


140.036 


-5.653 


3.537 1.00 0.00 


ATOM 1318 


0D1 


ASP A 


90 


140.335 


-6.275 


4.578 1.00 0.00 


ATOM 1319 


0D2 


ASP A 


90 


140.041 


-6. 174 


2.403 1.00 0.00 


ATOM 1320 


H 


ASP A 


90 


138.424 


-1.866 


3.271 1.00 0.00 


ATOM 1321 


HA 


ASP A 


90 


137.817 


-4. 667 


2.655 1.00 0.00 


ATOM 1322 


1HB 


ASP A 


90 


140. 223 


-3. 626 


2.941 1.00 0.00 


ATOM 1323 


2HB 


ASP A 


90 


139.889 


-3. 855 


4.654 1.00 0.00 


ATOM 1324 


N 


SER A 


91 


136.249 


-4. 893 


4.571 1.00 0.00 


ATOM 1325 


CA 


SER A 


91 


135.403 


-5. 173 


5.725 1.00 0.00 


ATOM 1326 


C . 


SER A 


91 


135.694 


-6. 560 


6.292 1.00 0.00 


ATOM 1327 


0 


SER A 


91 


134.834 


-7. 177 


6.920 1.00 0.00 


ATOM 1328 


CB 


SER A 


91 


133.928 


-5. 070 


5.339 1.00 0.00 


ATOM 1329 


OG 


SER A 


91 


133. 139 


-4. 656 


6.440 1.00 0.00 


ATOM 1330 


H 


SER A 


91 


135. 988 


-5. 237 


3.691 1.00 0.00 


ATOM 1331 


HA 


SER A 


91 


135. 620 


-4. 435 


6.482 1.00 0.00 


ATOM 1332 


1HB 


SER A 


91 


133.815 


-4.351 


4.541 1.00 0.00 


ATOM 1333 


2HB 


SER A 


91 


133.577 


-6. 036 


5.005 1.00 0.00 



mfE# 2003-3083148 



mm 2002-236129 



: 352/ 



ATOM 1334 


HG 


SER A 


91 


132.431 


-5. 288 


ATOM 1335 


N 


ARG A 


92 


136. 912 


-7. 045 


ATOM 1336 


CA 


ARG A 


92 


137. 312 


-8. 358 


ATOM 1337 


C 


ARG A 


92 


137. 327 


-8. 385 


ATOM 1338 


0 


ARG A 


92 


137. 097 


-9. 426 


ATOM 1339 


CB 


ARG A 


92 


138. 693 


-8. 731 


ATOM 1340 


CG 


ARG A 


92 


138. 670 


-9. 221 


ATOM 1341 


CD 


ARG A 


92 


137. 825 


-10.475 


ATOM 1342 


NE 


ARG A 


92 136.492 


-10. 179 


ATOM 1343 


cz 


ARG A 


92 


136. 232 


-9.956 


ATOM 1344 


NH1 


ARG A 


92 


137. 209 


-9.994 


ATOM 1345 


NH2 


ARG A 


92 


134. 992 


-9.695 


ATOM 1346 


H 


ARG A 


92 


137. 557 


-6. 509 


ATOM 1347 


HA 


ARG A 


92 


136.589 


-9.078 


ATOM 1348 


1HB 


ARG A 


92 


139. 334 


-7. 863 


ATOM 1349 


2HB 


ARG A 


92 


139. 110 


-9.513 


ATOM 1350 


1HG 


ARG A 


92 


138. 257 


-8.444 


ATOM 1351 


2HG 


ARG A 


92 


139.681 


-9.438 


ATOM 1352 


1HD 


ARG A 


92 


138.324 


-11.152 


ATOM 1353 


2HD 


ARG A 


92 


137.726 


-10.944 


ATOM 1354 


HE 


ARG A 


92 


135. 752 


-10. 145 


ATOM 1355 


1HH1 ARG A 


92 


138. 147 


-10. 191 


ATOM 1356 


2HH1 ARG A 


92 


137. 007 


-9.826 


ATOM 1357 


1HH2 ARG A 


92 


134. 252 


-9.666 


ATOM 1358 


2HH2 ARG A 


92 


134. 796 


-9.528 


ATOM 1359 


N 


PHE A 


93 


137. 598 


-7.232 


ATOM 1360 


CA 


PHE A 


93 


137. 643 


-7. 121 


ATOM 1361 


C 


PHE A 


93 


136. 506 


-6.246 


ATOM 1362 


0 


PHE A 


93 


136. 622 


-5. 622 



6.584 1.00 0.00 
6.069 1.00 0.00 
6.561 1.00 0.00 
8.086 1.00 0.00 
8.702 1.00 0.00 
6.019 1.00 0.00 
4.580 1.00 0.00 
4.432 1.00 0.00 
3.911 1.00 0.00 
2.624 1.00 0.00 

I. 726 1.00 0.00 
2.235 1.00 0.00 
5.564 1.00 0.00 
6.208 1.00 0.00 
6.072 1.00 0.00 
6.636 1.00 0.00 
3.953 1.00 0.00 
4.269 1.00 0.00 
3.755 1.00 0.00 
5.400 1.00 0.00 
4.552 1.00 0.00 
2.013 1.00 0.00 
0.761 1.00 0.00 
2.907 1.00 0.00 
1.268 1.00 0.00 
8.690 1.00 0.00 

10.144 1.00 0.00 
10.661 1.00 0.00 

II. 715 1.00 0.00 



miE# 2003-3083148 



#M 2 0 0 2 



-236129 



^-v: 353/ 



ATOM 1363 
ATOM 1364 
ATOM 1365 
ATOM 1366 
ATOM 1367 
ATOM 1368 
ATOM 1369 
ATOM 1370 
ATOM 1371 
ATOM 1372 
ATOM 1373 
ATOM 1374 
ATOM 1375 
ATOM 1376 
ATOM 1377 
ATOM 1378 
ATOM 1379 
ATOM 1380 
ATOM 1381 
ATOM 1382 
ATOM 1383 
ATOM 1384 
ATOM 1385 
ATOM 1386 
ATOM 1387 
ATOM 1388 
ATOM 1389 
ATOM 1390 
ATOM 1391 



CB 


PHE A 


93 


CG 


PHE A 


93 


CD1 


PHE A 


93 


CD2 


PHE A 


93 


CE1 


PHE A 


93 


CE2 


PHE A 


93 


CZ 


PHE A 


93 


H 


PHE A 


93 


HA 


PHE A 


93 


IHB 


PHE A 


93 


2HB 


PHE A 


93 


HD1 


PHE A 


93 


HD2 


PHE A 


93 


HE1 


PHE A 


93 


HE2 


PHE A 


93 


HZ 


PHE A 


93 


N 


ALA A 


94 


CA 


ALA A 


94 


C 


ALA A 


94 


0 


ALA A 


94 


CB 


ALA A 


94 


H 


ALA A 


94 


HA 


ALA A 


94 


IHB 


ALA A 


94 


2HB 


ALA A 


94 


3HB 


ALA A 


94 


N 


SER A 


95 


CA 


SER A 


95 


C 


SER A 


95 



138.988 -6.547 

140.161 -7.413 

140.944 -7.988 

140.480 -7.652 

142. 023 -8. 787 

141.558 -8.449 

142.331 -9.016 

137.773 -6.436 

137. 532 -8. 114 
139.132 -5.582 
138.981 -6.425 
140.704 -7.809 
139.877 -7.208 
142. 625 -9. 228 
141.797 -8.627 
143.175 -9.640 
135.407 -6.203 
134.252 -5.403 
133.515 -6.036 
133.186 -7.221 
133.311 -5.227 
135.373 -6.721 
134.607 -4.426 

133.533 -4.295 
132.291 -5.213 
133.444 -6.047 
133.257 -5.236 
132.557 -5.717 
131.078 -5.939 



10.591 1.00 0.00 
10.229 1.00 0.00 
11.217 1.00 0.00 
8.903 1.00 0.00 
10.889 1.00 0.00 
8.567 1.00 0.00 
9.562 1.00 0.00 
8.146 1.00 0.00 
10.555 1.00 0.00 
10.125 1.00 0.00 
11.664 1.00 0.00 
12.255 1.00 0.00 
8.124 1.00 0.00 
11.668 1.00 0.00 
7.529 1.00 0.00 
9.302 1.00 0.00 
9.912 1.00 0.00 
10.300 1.00 0.00 
11.474 1.00 0.00 
11.448 1.00 0.00 
9.116 1.00 0.00 
9.081 1.00 0.00 
10.594 1.00 0.00 
8.616 1.00 0.00 
9.466 1.00 0.00 
8.426 1.00 0.00 
12.504 1.00 0.00 
13.689 1.00 0.00 
13.396 1.00 0.00 



ffi|iE#2 003-3083148 



t&m 2002-236129 



^-v: 354/ 



ATOM 1392 
ATOM 1393 
ATOM 1394 
ATOM 1395 
ATOM 1396 
ATOM 1397 
ATOM 1398 
ATOM 1399 
ATOM 1400 
ATOM 1401 
ATOM 1402 
ATOM 1403 
ATOM 1404 
ATOM 1405 
ATOM 1406 
ATOM 1407 
ATOM 1408 
ATOM 1409 
ATOM 1410 
ATOM 1411 
ATOM 1412 
ATOM 1413 
ATOM 1414 
ATOM 1415 
ATOM 1416 
ATOM 1417 
ATOM 1418 
ATOM 1419 
ATOM 1420 



0 


SER A 


95 130.347 


-4. 997 


CB 


SER A 


95 132.718 


-4.723 


OG 


SER A 


95 134.071 


-4.626 


H 


SER A 


95 133.544 


-4. 299 


HA 


SER A 


95 133.001 


-6.659 


1HB 


SER A 


95 132.379 


-3.748 


2HB 


SER A 


95 132.124 


-5. 052 


HG 


SER A 


95 134.111 


-4.383 


N 


LEU A 


96 130.643 


-7. 192 


CA 


LEU A 


96 129.250 


-7. 537 


C 


LEU A 


96 128.828 


-8. 744 


0 


LEU A 


96 128.824 


-9.876 


CB 


LEU A 


96 129.039 


-7.830 


CG 


LEU A 


96 128.713 


-6.609 


CD1 


LEU A 


96 129.040 


-6.881 


CD2 


LEU A 


96 127.249 


-6. 224 


H 


LEU A 


96 131.274 


-7.900 


HA 


LEU A 


96 128.642 


-6.691 


1HB 


LEU A 


96 129.940 


-8.286 


2HB 


LEU A 


96 128.229 


-8.537 


HG 


LEU A 


96 129.316 


-5.774 


1HD1 LEU A 


96 129.355 


-5.964 


2HD1 LEU A 


96 128.163 


-7.263 


3HD1 LEU A 


96 129.835 


-7.609 


1HD2 LEU A 


96 126.884 


-5.810 


2HD2 LEU A 


96 127.153 


-5.488 


3HD2 LEU A 


96 126.672 


-7. 100 


N 


GLN A 


97 128.471 


-8.495 


CA 


GLN A 


97 128.046 


-9. 560 



13.093 1.00 0.00 
14.840 1.00 0.00 
15.247 1.00 0.00 
12.466 1.00 0.00 
13.975 1.00 0.00 
14.522 1.00 0.00 
15.682 1.00 0.00 
16.175 1.00 0.00 
13.488 1.00 0.00 
13.233 1.00 0.00 
14.064 1.00 0.00 
13.579 1.00 0.00 
11.746 1.00 0.00 
10.885 1.00 0.00 
9.425 1.00 0.00 
11.042 1.00 0.00 
13.734 1.00 0.00 
13.513 1.00 0.00 
11.359 1.00 0.00 
11.650 1.00 0.00 
11.212 1.00 0.00 
8.950 1.00 0.00 
8.924 1.00 0.00 
9.364 1.00 0.00 
10.114 1.00 0.00 
11.828 1.00 0.00 
11.298 1.00 0.00 
15.320 1.00 0.00 
16.220 1.00 0.00 



fcbiE# 2003-3083148 
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ATOM 1421 C GLN A 97 126.659 -9.272 16.790 1.00 0.00 

ATOM 1422 0 GLN A 97 126.264 -8.114 16.928 1.00 0.00 

ATOM 1423 CB GLN A 97 129.053 -9.725 17.3611.00 0.00 

ATOM 1424 CG GLN A 97 130.174-10.704 17.045 1.00 0.00 

ATOM 1425 CD GLN A 97 130.874 -11.208 18.292 1.00 0.00 

ATOM 1426 0E1 GLN A 97 130.231 -11.632 19.251 1.00 0.00 

ATOM 1427 NE2 GLN A 97 132.201-11.162 18.283 1.00 0.00 

ATOM 1428 H GLN A 97 128.494 -7.572 15.649 1.00 0.00 

ATOM 1429 HA GLN A 97 128.005 -10.478 15.653 1.00 0.00 

ATOM 1430 1HB GLN A 97 129.495 -8.764 17.578 1.00 0.00 

ATOM 1431 2HB GLN A 97 128.533 -10.079 18.238 1.00 0.00 

ATOM 1432 1HG GLN A 97 129.758 -11.550 16.518 1.00 0.00 

ATOM 1433 2HG GLN A 97 130.899 -10.209 16.417 1.00 0.00 

ATOM 1434 1HE2 GLN A 97 132.647 -10.812 17.485 1.00 0.00 

ATOM 1435 2HE2 GLN A 97 132.681 -11.482 19.076 1.00 0.00 

ATOM 1436 N PRO A 98 125.898 -10.327 17.129 1.00 0.00 

ATOM 1437 CA PROA 98 124.549 -10.181 17.686 1.00 0.00 

ATOM 1438 C PROA 98 124.566 -9.615 19.102 1.00 0.00 

ATOM 1439 0 PROA 98 125.628 -9.439 19.699 1.00 0.00 

ATOM 1440 CB PROA 98 124.009 -11.613 17.690 1.00 0.00 

ATOM 1441 CG PROA 98 125.221 -12.475 17.756 1.00 0.00 

ATOM 1442 CD PRO A 98 126.294 -11.743 16.998 1.00 0.00 

ATOM 1443 HA PROA 98 123.928 -9.560 17.059 1.00 0.00 
ATOM 1444 1HB PROA 98 123.372 -11.758 18.549 1.00 0.00 

ATOM 1445 2HB PRO A 98 123.448 -11.791 16.784 1.00 0.00 
ATOM 1446 1HG PROA 98 125.517 -12.613 18.785 1.00 0.00 
ATOM 1447 2HG PROA 98 125.019 -13.429 17.291 1.00 0.00 
ATOM 1448 1HD PROA 98 127.259 -11.917 17.448 1.00 0.00 
ATOM 1449 2HD PROA 98 126.297 -12.046 15.962 1.00 0.00 



ttiSBRp 2003-3083148 
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^- v I 356/ 



ATOM 1450 N SERA 99 123.382 -9.331 19.634 1.00 0.00 

ATOM 1451 CA SERA 99 123.259 -8.784 20.981 1.00 0.00 

ATOM 1452 C SERA 99 122.426 -9.703 21.868 1.00 0.00 

ATOM 1453 0 SERA 99 121.262 -9.977 21.575 1.00 0.00 

ATOM 1454 CB SERA 99 122.626 -7.392 20.932 1.00 0.00 

ATOM 1455 OG SERA 99 123.485 -6.463 20.292 1.00 0.00 

ATOM 1456 H SERA 99 122.570 -9.493 19.109 1.00 0.00 

ATOM 1457 HA SERA 99 124.252 -8.704 21.398 1.00 0.00 

ATOM 1458 1HB SERA 99 121.697 -7.440 20.385 1.00 0.00 

ATOM 1459 2HB SERA 99 122.434 -7.051 21.939 1.00 0.00 

ATOM 1460 HG SERA 99 123.508 -5.648 20.798 1.00 0.00 

ATOM 1461 N GLY A 100 123.030 -10.177 22.953 1.00 0.00 

ATOM 1462 CA GLY A 100 122.328 -11.060 23.866 1.00 0.00 

ATOM 1463 C GLY A 100 123.264 -11.750 24.840 1.00 0.00 

ATOM 1464 0 GLY A 100 124.480 -11.744 24.645 1.00 0.00 

ATOM 1465 H GLY A 100 123.958 -9.925 23.135 1.00 0.00 

ATOM 1466 1HA GLY A 100 121.606 -10.483 24.424 1.00 0.00 

ATOM 1467 2HA GLY A 100 121.806 -11.811 23.292 1.00 0.00 

ATOM 1468 N PRO A 101 122.723 -12.361 25.909 1.00 0.00 

ATOM 1469 CA PRO A 101 123.532 -13.058 26.914 1.00 0.00 

ATOM 1470 C PRO A 101 124.481 -14.075 26.289 1.00 0.00 

ATOM 1471 0 PRO A 101 124.058 -15.142 25.844 1.00 0.00 

ATOM 1472 CB PRO A 101 122.490 -13.764 27.784 1.00 0.00 

ATOM 1473 CG PRO A 101 121.251 -12.951 27.626 1.00 0.00 

ATOM 1474 CD PRO A 101 121.283 -12.419 26.220 1.00 0.00 

ATOM 1475 HA PRO A 101 124.098 -12.363 27.517 1.00 0.00 

ATOM 1476 1HB PRO A 101 122.347 -14.775 27.430 1.00 0.00 
ATOM 1477 2HB PRO A 101 122.824 -13.779 28.810 1.00 0.00 
ATOM 1478 1HG PRO A 101 120.382 -13.575 27.772 1.00 0.00 



tBII# 2003-3083148 
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ATOM 1479 


2HG 


ATOM 1480 


1HD 


ATOM 1481 


2HD 


ATOM 1482 


N 


ATOM 1483 


CA 


ATOM 1484 


C 


ATOM 1485 


0 


ATOM 1486 


CB 


ATOM 1487 


OG 


ATOM 1488 


H 


ATOM 1489 


HA 


ATOM 1490 


1HB 


ATOM 1491 


2HB 


ATOM 1492 


HG 


ATOM 1493 


N 


ATOM 1494 


CA 


ATOM 1495 


C 


ATOM 1496 


0 


ATOM 1497 


CB 


ATOM 1498 


OG 


ATOM 1499 


H 


ATOM 1500 


HA 


ATOM 1501 


1HB 


ATOM 1502 


2HB 


ATOM 1503 


HG 


ATOM 1504 


N 


ATOM 1505 


CA 


ATOM 1506 


C 


ATOM 1507 


0 



PRO A 101 121.254 -12.137 28.336 1.00 0.00 
PRO A 101 120.770 -13.092 25.550 1.00 0.00 
PRO A 101 120.841 -11.434 26.180 1.00 0.00 
SER A 102 125.766 -13.737 26.259 1.00 0.00 
SER A 102 126.776 -14.621 25.688 1.00 0.00 
SER A 102 128.162 -14.283 26.226 1.00 0.00 
SER A 102 128.405 -13.168 26.686 1.00 0.00 
SER A 102 126.769 -14.520 24.162 1.00 0.00 
SER A 102 127.881 -15.196 23.599 1.00 0.00 
SER A 102 126.042 -12.874 26.629 1.00 0.00 
SER A 102 126.528 -15.633 25.973 1.00 0.00 
SER A 102 125.863 -14.962 23.776 1.00 0.00 
SER A 102 126.812 -13.480 23.873 1.00 0.00 
SER A 102 128.175 -14.731 22.813 1.00 0.00 
SER A 103 129.067 -15.254 26.164 1.00 0.00 
SER A 103 130.431 -15.060 26.645 1.00 0.00 
SERA 103 131.329 -16.216 26.219 1.00 0.00 
SER A 103 131.152 -17.349 26.666 1.00 0.00 
SER A 103 130.442 -14.924 28.169 1.00 0.00 
SER A 103 130.264 -16.183 28.794 1.00 0.00 
SER A 103 128.814 -16.122 25.786 1.00 0.00 
SER A 103 130.808 -14.146 26.209 1.00 0.00 
SER A 103 131.388 -14.510 28.485 1.00 0.00 
SER A 103 129.641 -14.267 28.476 1.00 0.00 
SER A 103 129.437 -16.186 29.280 1.00 0.00 
GLY A 104 132.292 -15.922 25.352 1.00 0.00 
GLY A 104 133.203 -16.947 24.880 1.00 0.00 
GLY A 104 132.655 -17.708 23.689 1.00 0.00 
GLY A 104 133.079 -17.416 22.551 1.00 0.00 
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ATOM 1508 OXT GLY A 104 131.800 -18.596 23.893 1.00 0.00 

ATOM 1509 H GLY A 104 132.385 -15.001 25.030 1.00 0.00 

ATOM 1510 1HA GLY A 104 134.137 -16.483 24.598 1.00 0.00 

ATOM 1511 2HA GLY A 104 133.390 -17.645 25.683 1.00 0.00 

TER 1512 GLY A 104 
ENDMDL 



[0 10 4] 



ATOM 1 


N 


GLY A 


1 


128. 015 


1.010 


-10.316 


1.00 0.00 


ATOM 2 


CA 


GLY A 


1 


127. 655 


-0. 374 


-10. 731 


1.00 0.00 


ATOM 3 


C 


GLY A 


1 


128. 389 


-1.429 


-9.927 


1.00 0.00 


ATOM 4 


0 


GLY A 


1 


128. 645 


-2. 528 


-10.420 1.00 0.00 


ATOM 5 


1H 


GLY A 


1 


129.039 


1.078 


-10.148 1.00 0.00 


ATOM 6 


2H 


GLY A 


1 


127. 515 


1.263 


-9.441 


1.00 0.00 


ATOM 7 


3H 


GLY A 


1 


127. 751 


1.686 


-11.061 


1.00 0.00 


ATOM 8 


1HA 


GLY A 


1 


126. 592 


-0.512 


-10.600 


1.00 0.00 


ATOM 9 


2HA 


GLY A 


1 


127. 897 


-0.499 


-11.776 


1.00 0.00 


ATOM 10 


N 


SER A 


2 


128. 728 


-1.096 


-8. 686 


1.00 0.00 


ATOM 11 


CA 


SER A 


2 


129. 437 


-2.024 


-7.813 


1.00 0.00 


ATOM 12 


C 


SER A 


2 


128. 513 


-2.562 


-6. 726 


1.00 0.00 


ATOM 13 


0 


SER A 


2 


128. 240 


-3.761 


-6. 667 


1.00 0.00 


ATOM 14 


CB 


SER A 


2 


130. 645 


-1.334 


-7. 176 


1.00 0.00 


ATOM 15 


OG 


SER A 


2 


131.499 


-0.785 


-8. 163 


1.00 0.00 


ATOM 16 


H 


SER A 


2 


128. 496 


-0.205 


-8. 351 


1.00 0.00 


ATOM 17 


HA 


SER A 


2 


129. 783 


-2. 849 


-8.417 


1.00 0.00 


ATOM 18 


1HB 


SER A 


2 


130. 304 


-0.538 


-6.531 


1.00 0.00 


ATOM 19 


2HB 


SER A 


2 


131.203 


-2.054 


-6.594 1.00 0.00 


ATOM 20 


HG 


SER A 


2 


132. 295 


-0.445 


-7.746 1.00 0.00 
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ATOM 21 


N 


SER A 


3 128.033 


-1.668 


-5.868 1.00 0.00 


ATOM 22 


CA 


SER A 


3 127.138 


-2.053 


-4.782 1.00 0.00 


ATOM 23 


C 


SER A 


3 125.816 


-1.298 


-4.873 1.00 0.00 


ATOM 24 


0 


SER A 


3 125.217 


-0.951 


-3.856 1.00 0.00 


ATOM 25 


CB 


SER A 


3 127.799 


-1.786 


-3.429 1.00 0.00 


ATOM 26 


OG 


SER A 


3 128.587 


-0.609 


-3.469 1.00 0.00 


ATOM 27 


H 


SER A 


3 128.287 


-0. 726 


-5.966 1.00 0.00 


ATOM 28 


HA 


SER A 


3 126.942 


-3.111 


-4.873 1.00 0.00 


ATOM 29 


1HB 


SER A 


3 127.036 


-1.666 


-2.674 1.00 0.00 


ATOM 30 


2HB 


SER A 


3 128.434 


-2.620 


-3.170 1.00 0.00 


ATOM 31 


HG 


SER A 


3 128.100 


0.088 


-3.915 1.00 0.00 


ATOM 32 


N 


GLY A 


4 125.367 


-1.048 


-6.099 1.00 0.00 


ATOM 33 


CA 


GLY A 


4 124.119 


-0.335 


-6.299 1.00 0.00 


ATOM 34 


C 


GLY A 


4 124.265 


1.160 


-6.100 1.00 0.00 


ATOM 35 


0 


GLY A 


4 125.326 


1.638 


-5.697 1.00 0.00 


ATOM 36 


H 


GLY A 


4 125.887 


-1.348 


-6.873 1.00 0.00 


ATOM 37 


1HA 


GLY A 


4 123.769 


-0. 521 


-7.304 1.00 0.00 


ATOM 38 


2HA 


GLY A 


4 123.386 


-0.711 


-5.600 1.00 0.00 


ATOM 39 


N 


SER A 


5 123.197 


1.900 


-6.381 1.00 0.00 


ATOM 40 


CA 


SER A 


5 123.211 


3.351 


-6.231 1.00 0.00 


ATOM 41 


C 


SER A 


5 122.158 


3.804 


-5.225 1.00 0.00 


ATOM 42 


0 


SER A 


5 121.565 


4.872 


-5.369 1.00 0.00 


ATOM 43 


CB 


SER A 


5 122.967 


4.027 


-7.581 1.00 0.00 


ATOM 44 


OG 


SER A 


5 123.746 


5.203 


-7.711 1.00 0.00 


ATOM 45 


H 


SER A 


5 122.380 


1.460 


-6.698 1.00 0.00 


ATOM 46 


HA 


SER A 


5 124.186 


3.637 


-5.866 1.00 0.00 


ATOM 47 


1HB 


SER A 


5 123.231 


3.346 


-8.376 1.00 0.00 


ATOM 48 


2HB 


SER A 


5 121.923 


4.291 


-7.665 1.00 0.00 


ATOM 49 


HG 


SER A 


5 123.666 


5.731 


-6.914 1.00 0.00 
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ATOM 50 


N 


SER A 


6 121.929 


2.982 


-4.205 1.00 0.00 


ATOM 51 


CA 


SER A 


6 120.947 


3.298 


-3.175 1.00 0.00 


ATOM 52 


C 


SER A 


6 121.634 


3.702 


-1.874 1.00 0.00 


ATOM 53 


0 


SER A 


6 122.774 


3.317 


-1.617 1.00 0.00 


ATOM 54 


CB 


SER A 


6 120.031 


2.097 


-2.929 1.00 0.00 


ATOM 55 


OG 


SER A 


6 119.317 


1.751 


-4.103 1.00 0.00 


ATOM 56 


H 


SER A 


6 122.434 


2.144 


-4.144 1.00 0.00 


ATOM 57 


HA 


SER A 


6 120.352 


4.127 


-3.527 1.00 0.00 


ATOM 58 


1HB 


SER A 


6 120.626 


1.249 


-2.622 1.00 0.00 


ATOM 59 


2HB 


SER A 


6 119.324 


2.340 


-2.149 1.00 0.00 


ATOM 60 


HG 


SER A 


6 118.645 


1.100 


-3.888 1.00 0.00 


ATOM 61 


N 


GLY A 


7 120.931 


4.481 


-1.058 1.00 0.00 


ATOM 62 


CA 


GLY A 


7 121.489 


4.925 


0.206 1.00 0.00 


ATOM 63 


C 


GLY A 


7 122.446 


6.089 


0.041 1.00 0.00 


ATOM 64 


0 


GLY A 


7 122.121 


7.080 


-0.613 1.00 0.00 


ATOM 65 


H 


GLY A 


7 120.027 


4.756 


-1.316 1.00 0.00 


ATOM 66 


1HA 


GLY A 


7 120.683 


5.226 


0.857 1.00 0.00 


ATOM 67 


2HA 


GLY A 


7 122.018 


4.101 


0.663 1.00 0.00 


ATOM 68 


N 


LEU A 


8 123.629 


5.969 


0.635 1.00 0.00 


ATOM 69 


CA 


LEU A 


8 124.636 


7.021 


0.551 1.00 0.00 


ATOM 70 


C 


LEU A 


8 125.948 


6.474 


-0.004 1.00 0.00 


ATOM 71 


0 


LEU A 


8 126.512 


5.522 


0.535 1.00 0.00 


ATOM 72 


CB 


LEU A 


8 124.873 


7.642 


1.930 1.00 0.00 


ATOM 73 


CG 


LEU A 


8 123.800 


8.630 


2.387 1.00 0.00 


ATOM 74 


CD1 


LEU A 


8 123.646 


8. 590 


3.899 1.00 0.00 


ATOM 75 


CD2 


LEU A 


8 124.140 


10. 038 


1.920 1.00 0.00 


ATOM 76 


H 


LEU A 


8 123.829 


5. 155 


1.143 1.00 0.00 


ATOM 77 


HA 


LEU A 


8 124.266 


7.782 


-0.119 1.00 0.00 


ATOM 78 


1HB 


LEU A 


8 124.930 


6.843 


2.656 1.00 0.00 
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ATOM 79 
ATOM 80 
ATOM 81 
ATOM 82 
ATOM 83 
ATOM 84 
ATOM 85 
ATOM 86 
ATOM 87 
ATOM 88 
ATOM 89 
ATOM 90 
ATOM 91 
ATOM 92 
ATOM 93 
ATOM 94 
ATOM 95 
ATOM 96 
ATOM 97 
ATOM 98 
ATOM 99 
ATOM 100 
ATOM 101 
ATOM 102 
ATOM 103 
ATOM 104 
ATOM 105 
ATOM 106 
ATOM 107 



2HB 


LEU A 


8 


HG 


LEU A 


8 


1HD1 LEU A 


8 


2HD1 LEU A 


8 


3HD1 LEU A 


8 


1HD2 LEU A 


8 


2HD2 LEU A 


8 


otrno 
otiDZ 


T T?TT A 

LEU A 


8 


NT 


AT A A 

ALA A 


9 


LA 


AT A A 

ALA A 


9 


L 


AT A A 

ALA A 


9 


U 


AT A A 

ALA A 


9 


PB 
KjD 


AT A A 

ALA A 


9 


TJ 

rl 


AT A A 

ALA A 


9 


HA 


AT A A 

ALA A 


9 


1 LTD 


AT A A 

ALA A 


9 


OUD 


AT A A 

ALA A 


9 


OUD 

onii 


AT A A 

ALA A 


9 


N 


MET A 


10 


CA 


MET A 


10 


C 


MET A 


10 


0 


MET A 


10 


CB 


MET A 


10 


CG 


MET A 


10 


SD 


MET A 


10 


CE 


MET A 


10 


H 


MET A 


10 


HA 


MET A 


10 


1HB 


MET A 


10 



125.821 8.158 

122.852 8.351 

122.870 7.887 

123.380 9.572 

124. 579 8. 282 

124.270 10.041 

125.054 10.363 

123.337 10.709 

126.427 7.081 

127.671 6.655 

128.282 7.780 

127. 588 8. 712 

127.430 5.429 

125. 931 7. 834 

128. 363 6. 381 

126.713 4.782 

128. 360 4. 897 

127.047 5.738 

129. 585 7. 686 

130. 290 8. 696 

131.574 8.124 

132.645 8.223 

130.617 9.909 

129.385 10.644 

129.778 12.268 

128.986 13.337 

130. 084 6. 919 

129. 641 9. 008 

131. 188 9. 579 



1.911 1.00 0.00 
1.948 1.00 0.00 
4.164 1.00 0.00 
4.260 1.00 0.00 
4.347 1.00 0.00 
0.848 1.00 0.00 
2.396 1.00 0.00 
2.187 1.00 0.00 
-1.085 1.00 0.00 
-1.713 1.00 0.00 
-2.541 1.00 0.00 
-2.947 1.00 0.00 
-2.580 1.00 0.00 
-1.468 1.00 0.00 
-0.929 1.00 0.00 
-2.099 1.00 0.00 
-2.717 1.00 0.00 
-3.542 1.00 0.00 
-2.786 1.00 0.00 
-3.566 1.00 0.00 
-4.163 1.00 0.00 
-3.564 1.00 0.00 
-2.692 1.00 0.00 
-2.188 1.00 0.00 
-1.509 1.00 0.00 
-2.709 1.00 0.00 
-2.434 1.00 0.00 
-4.370 1.00 0.00 
-1.838 1.00 0.00 
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ATOM 108 


2HB 


MET A 


ATOM 109 


1HG 


MET A 


ATOM 110 


2HG 


MET A 


ATOM 111 


1HE 


MET A 


ATOM 112 


2HE 


MET A 


ATOM 113 


3HE 


MET A 


ATOM 114 


N 


PRO A 


ATOM 115 


CA 


PRO A 


ATOM 116 


C 


PRO A 


ATOM 117 


0 


PRO A 


ATOM 118 


CB 


PRO A 


ATOM 119 


CG 


PRO A 


ATOM 120 


CD 


PRO A 


ATOM 121 


HA 


PRO A 


ATOM 122 


1HB 


PRO A 


ATOM 123 


2HB 


PRO A 


ATOM 124 


1HG 


PRO A 


ATOM 125 


2HG 


PRO A 


ATOM 126 


1HD 


PRO A 


ATOM 127 


2HD 


PRO A 


ATOM 128 


N 


PRO A 


ATOM 129 


CA 


PRO A 


ATOM 130 


C 


PRO A 


ATOM 131 


0 


PRO A 


ATOM 132 


CB 


PRO A 


ATOM 133 


CG 


PRO A 


ATOM 134 


CD 


PRO A 


ATOM 135 


HA 


PRO A 


ATOM 136 


1HB 


PRO A 



10 131.213 10.602 
10 128.697 10.771 
10 128.919 10.050 
10 128.189 13.886 
10 128.582 12.738 

10 129.713 14.030 

11 131.483 7.516 
11 132.643 6.928 
11 133.751 7.950 
11 134.920 7.684 
11 132.081 6.413 
11 130.608 6.310 
11 130.246 7.356 
11 133.046 6.101 
11 132.320 7.112 
11 132.514 5.451 
11 130.095 6.502 
11 130.359 5.326 
11 129.976 8.280 

11 129.437 7.010 

12 133.404 9.140 
12 134.388 10.193 
12 135.197 10.557 
12 136.300 11.094 
12 133.533 11.382 
12 132.261 10.781 
12 132.036 9.557 
12 135.060 9.908 
12 133.364 12.042 



3.267 1.00 0.00 
•3.010 1.00 0.00 
-1.416 1.00 0.00 
-2.232 1.00 0.00 
-3.512 1.00 0.00 
-3.107 1.00 0.00 
-5.359 1.00 0.00 
-6.035 1.00 0.00 
-6.283 1.00 0.00 
-6.004 1.00 0.00 
-7.364 1.00 0.00 
-7.156 1.00 0.00 
-6.140 1.00 0.00 
-5.469 1.00 0.00 
-8.152 1.00 0.00 
-7.589 1.00 0.00 
-8.085 1.00 0.00 
-6.786 1.00 0.00 
-6.630 1.00 0.00 
-5.514 1.00 0.00 
-6.810 1.00 0.00 
-7.083 1.00 0.00 
-5.844 1.00 0.00 
-5.944 1.00 0.00 
-7.530 1.00 0.00 
-8.015 1.00 0.00 
-7.172 1.00 0.00 
-7.880 1.00 0.00 
-6.691 1.00 0.00 
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ATOM 137 
ATOM 138 
ATOM 139 
ATOM 140 
ATOM 141 
ATOM 142 
ATOM 143 
ATOM 144 
ATOM 145 
ATOM 146 
ATOM 147 
ATOM 148 
ATOM 149 
ATOM 150 
ATOM 151 
ATOM 152 
ATOM 153 
ATOM 154 
ATOM 155 
ATOM 156 
ATOM 157 
ATOM 158 
ATOM 159 
ATOM 160 
ATOM 161 
ATOM 162 
ATOM 163 
ATOM 164 
ATOM 165 



N 

CA 

C 

0 

H 



2HB PRO A 
1HG PRO A 
2HG PRO A 
1HD PRO A 
2HD PRO A 
GLY A 
GLY A 
GLY A 
GLY A 
GLY A 
1HA GLY A 
2HA GLY A 
N ASN A 
CA ASN A 
C ASN A 
ASN A 
CB ASN A 
CG ASN A 
0D1 ASN A 
ND2 ASN A 
ASN A 
ASN A 
1HB ASN A 
2HB ASN A 
1HD2 ASN A 
2HD2 ASN A 
N SER A 
CA SER A 
C SER A 



0 



H 

HA 



12 134.040 
12 131.450 
12 132.357 
12 131.462 

12 131.537 

13 134.641 
13 135.325 
13 136.013 
13 135.664 
13 133.758 
13 136.063 

13 134.604 

14 136.995 
14 137.736 
14 136.803 
14 136.816 
14 138.469 
14 139.436 
14 140.104 
14 139.519 
14 137.228 
14 138.463 
14 137.743 
14 139.022 
14 138.958 

14 140.137 

15 135.996 
15 135.055 
15 134.001 



11.918 
11.481 
10. 506 
9.806 
8.792 
10. 259 
10. 562 
9.350 
8.902 
9.830 
11.328 
10. 938 
8.818 
7.650 
6.459 
5.818 
7.970 
9.126 
9.265 
9.965 
9.220 
7.398 
8.227 
7.098 
9.793 
10. 722 
6.168 
5.054 
5.290 



-8. 318 
-7. 884 
-9. 055 
-6.292 
-7. 746 
-4. 673 
-3.429 
-2. 835 
-1.743 
-4. 653 
-3. 615 
-2. 717 
-3. 554 
-3. 092 
-2. 890 
-1.839 
-1.786 
-1.935 
-2. 961 
-0. 909 
-4.417 
-3.848 
-1.028 
-1.468 
-0. 124 
-0. 978 
-3.905 
-3.844 
-2. 766 



1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1. 00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
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ATOM 166 


0 


SER A 


15 


132. 873 


5.682 


ATOM 167 


CB 


SER A 


15 135.798 


3.742 


ATOM 168 


OG 


SER A 


15 


136. 062 


3.049 


ATOM 169 


H 


SER A 


15 


136. 034 


6.716 


ATOM 170 


HA 


SER A 


15 


134. 562 


4.986 


ATOM 171 


1HB 


SER A 


15 


136.736 


3.957 


ATOM 172 


2HB 


SER A 


15 


1 O r* ~\ f\ A 

135. 194 


3.114 


ATOM 173 


HG 


SER A 


15 


1 O/* OO A 

136. 234 


2. 124 


ATOM 174 


N 


HIS A 


16 


1 O A Or7/» 

134.376 


5.049 


ATOM 175 


CA 


HIS A 


16 


t oo a r o 

133.462 


5.237 


ATOM 176 


C 


HIS A 


16 


T O A 1 JO 

134. 143 


5.997 


ATOM 177 


0 


HIS A 


16 


i oo /»ftr 

133.685 


7.064 


ATOM 178 


CB 


HIS A 


16 


t oo Arn 

132. 957 


3.883 


ATOM 179 


CG 


HIS A 


16 


i o i r* r~r f\ 

131.570 


3.555 


ATOM 180 


ND1 


HIS A 


16 


TOO A ^ /* 

130.456 


3.728 


ATOM 181 


CD2 


HIS A 


16 


131. 115 


3. 061 


ATOM 182 


CEl 


HIS A 


16 


i OO orrrr 

129.377 


3.355 


ATOM 183 


NE2 


HIS A 


16 


129.751 


2.947 


ATOM 184 


H 


HIS A 


16 


i or* ooo 

135. 289 


4.740 


ATOM 185 


HA 


HIS A 


16 


too /** oo 

132. 622 


5.817 


ATOM 186 


1HB 


HIS A 


16 


i oo r i /* 

133. 616 


3.105 


ATOM 187 


2HB 


HIS A 


16 


1 oo o/* o 

132. 962 


3.883 


ATOM 188 


HD1 


HIS A 


16 


*1 OO A T~ C 

130. 456 


4.074 


ATOM 189 


HD2 


HIS A 


16 


131.715 


2.805 


ATOM 190 


HE1 


HIS A 


16 


128.364 


3.381 


ATOM 191 


HE2 


HIS A 


16 


129. 161 


2. 533 


ATOM 192 


N 


GLY A 


17 


135. 238 


5.440 


ATOM 193 


CA 


GLY A 


17 


135.964 


6.079 


ATOM 194 


C 


GLY A 


17 137.320 


5.446 



-3.063 1.00 0.00 
-3.575 1.00 0.00 
-4.783 1.00 0.00 
-4.718 1.00 0.00 
-4.802 1.00 0.00 
-3.085 1.00 0.00 
-2.938 1.00 0.00 
-4.589 1.00 0.00 
-1.514 1.00 0.00 
-0.393 1.00 0.00 
0.742 1.00 0.00 
1.150 1.00 0.00 
0.113 1.00 0.00 
-0.342 1.00 0.00 
0.453 1.00 0.00 
-1.519 1.00 0.00 
-0.214 1.00 0.00 
-1.413 1.00 0.00 
-1.339 1.00 0.00 
-0.744 1.00 0.00 
-0.245 1.00 0.00 
1.193 1.00 0.00 
1.370 1.00 0.00 
-2.381 1.00 0.00 
0.158 1.00 0.00 
-2.078 1.00 0.00 
1.246 1.00 0.00 
2.329 1.00 0.00 
2.570 1.00 0.00 



2003-3083148 



&m 2002-236129 



<^-2>: 365/ 



ATOM 195 
ATOM 196 
ATOM 197 
ATOM 198 
ATOM 199 
ATOM 200 
ATOM 201 
ATOM 202 
ATOM 203 
ATOM 204 
ATOM 205 
ATOM 206 
ATOM 207 
ATOM 208 
ATOM 209 
ATOM 210 
ATOM 211 
ATOM 212 
ATOM 213 
ATOM 214 
ATOM 215 
ATOM 216 
ATOM 217 
ATOM 218 
ATOM 219 
ATOM 220 
ATOM 221 
ATOM 222 
ATOM 223 



0 


GLY 


A 


17 


H 


GLY 


A 


17 


1HA 


GLY 


A 


17 


2HA 


GLY 


A 


17 


N 


LEU 


A 


18 


CA 


LEU 


A 


18 


C 


LEU 


A 


18 


0 


LEU 


A 


18 


CB 


LEU 


A 


18 


CG 


LEU 


A 


18 


CD1 


LEU 


A 


18 


CD2 


LEU 


A 


18 


H 


LEU 


A 


18 


HA 


LEU 


A 


18 


1HB 


LEU 


A 


18 


2HB 


LEU 


A 


18 


HG 


LEU 


A 


18 


1HD1 


LEU 


A 


18 


2HD1 


LEU 


A 


18 


3HD1 


LEU 


A 


18 


1HD2 


LEU 


A 


18 


2HD2 


LEU 


A 


18 


3HD2 


LEU 


A 


18 


N 


GLU 


A 


19 


CA 


GLU 


A 


19 


C 


GLU 


A 


19 


0 


GLU 


A 


19 


CB 


GLU 


A 


19 


CG 


GLU 


A 


19 



137. 588 4. 929 

135. 557 4. 588 

136. 104 7. 122 

135. 378 6. 004 

138. 179 5. 487 

139.516 4.914 

140. 514 5. 950 

140.889 6.873 

139. 972 4. 374 

138. 938 3. 521 

139. 197 3. 545 

138. 957 2. 092 

137.907 5.914 

139.471 4.098 

140. 231 5. 213 

140. 856 3. 774 

137. 954 3. 929 

138.664 2.732 

140.255 3.436 

138.855 4.484 

139.980 1.770 

138.461 1.443 

138.445 2.050 

140. 937 5. 792 

141.892 6.714 

142. 828 5. 978 

142. 700 4. 771 

141.153 7.825 

140. 096 7. 312 



3.654 1.00 0.00 
0.881 1.00 0.00 
2.087 1.00 0.00 
3.233 1.00 0.00 
1.556 1.00 0.00 
1.663 1.00 0.00 
2.171 1.00 0.00 
1.448 1.00 0.00 
0.306 1.00 0.00 
-0.431 1.00 0.00 
-1.929 1.00 0.00 
0.092 1.00 0.00 
0.717 1.00 0.00 
2.369 1.00 0.00 
-0.323 1.00 0.00 
0.460 1.00 0.00 
-0.256 1.00 0.00 
-2.399 1.00 0.00 
-2.114 1.00 0.00 
-2.338 1.00 0.00 
0.220 1.00 0.00 
-0.615 1.00 0.00 
1.041 1.00 0.00 
3.420 1.00 0.00 
4.026 1.00 0.00 
4.980 1.00 0.00 
5.184 1.00 0.00 
4.774 1.00 0.00 
5.737 1.00 0.00 



ffilE# 2003-3083148 



#11 2002-236129 



^-v! 366/ 



ATOM 224 
ATOM 225 
ATOM 226 
ATOM 227 
ATOM 228 
ATOM 229 
ATOM 230 
ATOM 231 
ATOM 232 
ATOM 233 
ATOM 234 
ATOM 235 
ATOM 236 
ATOM 237 
ATOM 238 
ATOM 239 
ATOM 240 
ATOM 241 
ATOM 242 
ATOM 243 
ATOM 244 
ATOM 245 
ATOM 246 
ATOM 247 
ATOM 248 
ATOM 249 
ATOM 250 
ATOM 251 
ATOM 252 



CD 


GLU 


A 


19 


0E1 


GLU 


A 


19 


0E2 


GLU 


A 


19 


H 


GLU 


A 


19 


HA 


GLU 


A 


19 


1HB 


GLU 


A 


19 


2HB 


GLU 


A 


19 


1HG 


GLU 


A 


19 


2HG 


GLU 


A 


19 


N 


VAL 


A 


20 


CA 


VAL 


A 


20 


C 


VAL 


A 


20 


0 


VAL 


A 


20 


CB 


VAL 


A 


20 


CGI 


VAL 


A 


20 


CG2 


VAL 


A 


20 


H 


VAL 


A 


20 


HA 


VAL 


A 


20 


HB 


VAL 


A 


20 


1HG1 


VAL 


A 


20 


2HG1 


VAL 


A 


20 


3HG1 


VAL 


A 


20 


1HG2 


VAL 


A 


20 


2HG2 


VAL 


A 


20 


3HG2 


VAL 


A 


20 


N 


GLY 


A 


21 


CA 


GLY 


A 


21 


C 


GLY 


A 


21 


0 


GLY 


A 


21 



140.078 8.078 

139.086 8.792 

141.056 7.963 

140. 601 5. 037 

142.478 7.153 

141.872 8.403 

140.672 8.469 

139. 127 7. 406 

140.294 6.271 

143.770 6.715 

144.726 6.133 

144.014 5.482 

143.052 6.032 

145.712 7.194 

146.786 6.547 

146.337 7.962 

143.820 7.673 

145.291 5.378 

145. 162 7. 893 

146.375 6.316 

147.615 7.229 

147. 129 5. 638 

147.314 8.318 

145. 708 8. 802 

146.431 7.310 

144.493 4.309 

143.890 3.603 

142.852 2.592 

142.800 1.477 



7.045 1.00 0.00 
7.302 1.00 0.00 
7.814 1.00 0.00 

3.947 1.00 0.00 
3.233 1.00 0.00 
5.336 1.00 0.00 
4.053 1.00 0.00 
5.270 1.00 0.00 

5.948 1.00 0.00 
5.562 1.00 0.00 
6.495 1.00 0.00 
7.678 1.00 0.00 
8.215 1.00 0.00 
7.023 1.00 0.00 
7.885 1.00 0.00 
5.868 1.00 0.00 
5.360 1.00 0.00 
5.968 1.00 0.00 
7.636 1.00 0.00 
8.857 1.00 0.00 
7.999 1.00 0.00 
7.413 1.00 0.00 
6.159 1.00 0.00 
5.613 1.00 0.00 
5.012 1.00 0.00 
8.077 1.00 0.00 
9.192 1.00 0.00 
8.746 1.00 0.00 
9.261 1.00 0.00 



ffjf£# 2003-3083148 



#®2 002-23 6129 



^— 5>: 367/ 



ATOM 253 
ATOM 254 
ATOM 255 
ATOM 256 
ATOM 257 
ATOM 258 
ATOM 259 
ATOM 260 
ATOM 261 
ATOM 262 
ATOM 263 
ATOM 264 
ATOM 265 
ATOM 266 
ATOM 267 
ATOM 268 
ATOM 269 
ATOM 270 
ATOM 271 
ATOM 272 
ATOM 273 
ATOM 274 
ATOM 275 
ATOM 276 
ATOM 277 
ATOM 278 
ATOM 279 
ATOM 280 
ATOM 281 



H 


GLY A 


21 


1HA 


GLY A 


21 


2HA 


GLY A 


21 


N 


SER A 


22 


CA 


SER A 


22 


C 


SER A 


22 


0 


SER A 


22 


CB 


SER A 


22 


OG 


SER A 


22 


H 


SER A 


22 


HA 


SER A 


22 


1HB 


SER A 


22 


2HB 


SER A 


22 


HG 


SER A 


22 


N 


LEU A 


23 


CA 


LEU A 


23 


C 


LEU A 


23 


0 


LEU A 


23 


CB 


LEU A 


23 


CG 


LEU A 


23 


CD1 


LEU A 


23 


CD2 


LEU A 


23 


H 


LEU A 


23 


HA 


LEU A 


23 


1HB 


LEU A 


23 


2HB 


LEU A 


23 


HG 


LEU A 


23 


1HD1 LEU A 


23 


2HD1 LEU A 


23 



145.263 3.919 

144.666 3.088 

143.419 4.321 

142.024 2.985 

140.981 2.106 

141.573 1.041 

142.497 1.314 

139.928 2.918 

139.576 4.090 

142.115 3.887 

140.512 1.619 
140. 321 3. 206 
139.042 2.316 
140.307 4.712 
141.037 -0.171 

141.513 -1.277 
141.115 -1.081 
140.071 -0.500 
140.956 -2.603 
141.330 -2.942 
140. 251 -3. 798 
142.675 -3.649 
140.303 -0.327 
142.590 -1.299 
139.878 -2.570 
141. 319 -3. 396 
141.411 -2.026 
140.197 -3.576 
140.490 -4.843 



7.611 1.00 0.00 
9.740 1.00 0.00 
9.846 1.00 0.00 
7.783 1.00 0.00 
7.266 1.00 0.00 
6.348 1.00 0.00 
5.581 1.00 0.00 
6.510 1.00 0.00 
7.227 1.00 0.00 
7.412 1.00 0.00 
8.107 1.00 0.00 
5. 547 1. 00 0. 00 
6.372 1.00 0.00 
7.202 1.00 0.00 
6.433 1.00 0.00 
5.610 1.00 0.00 
4.150 1.00 0.00 
3.854 1.00 0.00 
6.129 1.00 0.00 
7.574 1.00 0.00 
8.217 1.00 0.00 
7.623 1.00 0.00 
7.064 1.00 0.00 
5.677 1.00 0.00 
6.056 1.00 0.00 
5.492 1.00 0.00 
8.140 1.00 0.00 
9.273 1.00 0.00 
8.080 1.00 0.00 



ffiSE# 2003-3083148 



2002-236129 ^- v : 368/ 



ATOM 282 


3HD1 


LEU A 


ATOM 283 


1HD2 


LEU A 


ATOM 284 


2HD2 


LEU A 


ATOM 285 


3HD2 


LEU A 


ATOM 286 


N 


ALA A 


ATOM 287 


CA 


ALA A 


ATOM 288 


C 


ALA A 


ATOM 289 


0 


ALA A 


ATOM 290 


CB 


ALA A 


ATOM 291 


H 


ALA A 


ATOM 292 


HA 


ALA A 


ATOM 293 


1HB 


ALA A 


ATOM 294 


2HB 


ALA A 


ATOM 295 


3HB 


ALA A 


ATOM 296 


N 


GLU A 


ATOM 297 


CA 


GLU A 


ATOM 298 


C 


GLU A 


ATOM 299 


0 


GLU A 


ATOM 300 


CB 


GLU A 


ATOM 301 


CG 


GLU A 


ATOM 302 


CD 


GLU A 


ATOM 303 


OEl 


GLU A 


ATOM 304 


0E2 


GLU A 


ATOM 305 


H 


GLU A 


ATOM 306 


HA 


GLU A 


ATOM 307 


1HB 


GLU A 


ATOM 308 


2HB 


GLU A 


ATOM 309 


1HG 


GLU A 


ATOM 310 


2HG 


GLU A 



23 139.298 -3.584 

23 143.218 -3.332 

23 143.245 -3.402 

23 142.519 -4.718 

24 141.955 -1.570 
24 141.691 -1.451 
24 142.305 -2.615 
24 143.292 -3.209 
24 142.226 -0.127 
24 142.771 -2.023 
24 140.621 -1.462 
24 142.507 -0.239 
24 143.091 0.166 

24 141.461 0.630 

25 141.715 -2.937 
25 142.205 -4.032 
25 142.605 -3.530 
25 142.089 -2.519 
25 141.136 -5.119 
25 141.708 -6.516 
25 140.729 -7.464 
25 139.929 -6.999 
25 140.762 -8.671 
25 140.932 -2.428 
25 143.075 -4.452 
25 140.527 -5.117 
25 140.512 -4.894 
25 142.594 -6.451 
25 141.970 -6.913 



7.756 1.00 0.00 
8.501 1.00 0.00 
6.739 1.00 0.00 
7.662 1.00 0.00 
3.243 1.00 0.00 
1.815 1.00 0.00 
1.045 1.00 0.00 
1.480 1.00 0.00 
1.289 1.00 0.00 
3.542 1.00 0.00 
1.671 1.00 0.00 
0.251 1.00 0.00 
1.866 1.00 0.00 
1.375 1.00 0.00 
-0.102 1.00 0.00 
-0.932 1.00 0.00 
-2.316 1.00 0.00 
-2.793 1.00 0.00 
-1.062 1.00 0.00 
-1.245 1.00 0.00 
-1.909 1.00 0.00 
-2.749 1.00 0.00 
-1.590 1.00 0.00 
-0.396 1.00 0.00 
-0.449 1.00 0.00 
-0.170 1.00 0.00 
-1.915 1.00 0.00 
-1.858 1.00 0.00 
-0.275 1.00 0.00 

miE# 2003-3083148 
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369/ 



ATOM 311 
ATOM 312 
ATOM 313 
ATOM 314 
ATOM 315 
ATOM 316 
ATOM 317 
ATOM 318 
ATOM 319 
ATOM 320 
ATOM 321 
ATOM 322 
ATOM 323 
ATOM 324 
ATOM 325 
ATOM 326 
ATOM 327 
ATOM 328 
ATOM 329 
ATOM 330 
ATOM 331 
ATOM 332 
ATOM 333 
ATOM 334 
ATOM 335 
ATOM 336 
ATOM 337 
ATOM 338 
ATOM 339 



N 


VAL 


A 


26 


CA 


VAL 


A 


26 


C 


VAL 


A 


26 


0 


VAL 


A 


26 


CB 


VAL 


A 


26 


CGI 


VAL 


A 


26 


CG2 


VAL 


A 


26 


H 


VAL 


A 


26 


HA 


VAL 


A 


26 


HB 


VAL 


A 


26 


1HG1 


VAL 


A 


26 


2HG1 


VAL 


A 


26 


3HG1 


VAL 


A 


26 


1HG2 


VAL 


A 


26 


2HG2 


VAL 


A 


26 


3HG2 


VAL 


A 


26 


N 


LYS 


A 


27 


CA 


LYS 


A 


27 


C 


LYS 


A 


27 


0 


LYS 


A 


27 


CB 


LYS 


A 


27 


CG 


LYS 


A 


27 


CD 


LYS 


A 


27 


CE 


LYS 


A 


27 


NZ 


LYS 


A 


27 


H 


LYS 


A 


27 


HA 


LYS 


A 


27 


1HB 


LYS 


A 


27 


2HB 


LYS 


A 


27 



143.528 -4.243 

143.998 -3.869 

143. 826 -5. 020 

144.136 -6.170 

145.480 -3.446 

145.909 -2.913 

145.722 -2.410 

143.901 -5.039 

143.411 -3.027 

146.078 -4.318 

145.900 -1.833 

145.225 -3.266 

146. 905 -3. 261 

146.651 -2.631 

144.909 -2.434 

145.781 -1.428 

143.330 -4.704 

143.116 -5.712 

144.437 -6.118 

144.790 -5.631 

142. 155 -5. 184 

140.694 -5.475 

139.793 -4.342 

138. 436 -4. 857 

137.427 -4.798 

143.102 -3.769 

142. 677 -6. 579 

142.277 -4.114 

142.403 -5.638 



-2. 954 1. 00 0. 00 
-4.282 1.00 0.00 
-5.268 1.00 0.00 
-4.955 1.00 0.00 
-4.258 1.00 0.00 
-5.616 1.00 0.00 
-3. 170 1. 00 0. 00 
-2.521 1.00 0.00 
-4.621 1.00 0.00 
-4.033 1.00 0.00 
-5.598 1.00 0.00 
-6.374 1.00 0.00 
-5.841 1.00 0.00 
-2.663 1.00 0.00 
-2.460 1.00 0.00 
-3.616 1.00 0.00 
-6.460 1.00 0.00 
-7.491 1.00 0.00 
-8.137 1.00 0.00 
-9.211 1.00 0.00 
-8.558 1.00 0.00 
-8.257 1.00 0.00 
-8.722 1.00 0.00 
-9.172 1.00 0.00 
-8.079 1.00 0.00 
-6.649 1.00 0.00 
-7.021 1.00 0.00 
-8.639 1.00 0.00 
-9. 506 1. 00 0. 00 



fcBtE#2 003-3083148 



mm 2002-236129 



^-v: 370/ 



ATOM 340 


1HG 


LYS A 


ATOM 341 


2HG 


LYS A 


ATOM 342 


1HD 


LYS A 


ATOM 343 


2HD 


LYS A 


ATOM 344 


1HE 


LYS A 


ATOM 345 


2HE 


LYS A 


ATOM 346 


1HZ 


LYS A 


ATOM 347 


2HZ 


LYS A 


ATOM 348 


3HZ 


LYS A 


ATOM 349 


N 


GLU A 


ATOM 350 


CA 


GLU A 


ATOM 351 


C 


GLU A 


ATOM 352 


0 


GLU A 


ATOM 353 


CB 


GLU A 


ATOM 354 


CG 


GLU A 


ATOM 355 


CD 


GLU A 


ATOM 356 


0E1 


GLU A 


ATOM 357 


0E2 


GLU A 


ATOM 358 


H 


GLU A 


ATOM 359 


HA 


GLU A 


ATOM 360 


1HB 


GLU A 


ATOM 361 


2HB 


GLU A 


ATOM 362 


1HG 


GLU A 


ATOM 363 


2HG 


GLU A 


ATOM 364 


N 


ASN A 


ATOM 365 


CA 


ASN A 


ATOM 366 


C 


ASN A 


ATOM 367 


0 


ASN A 


ATOM 368 


CB 


ASN A 



27 140.405 -6.382 
27 140.574 -5.604 
27 139.650 -3.651 
27 140.268 -3.833 
27 138.092 -4.255 
27 138.544 -5.883 
27 136.494 -4.552 
27 137.700 -4.079 

27 137.361 -5.721 

28 145.162 -7.014 
28 146.444 -7.487 
28 146.465 -9.010 
28 145.504 -9.678 
28 147.585 -6.998 
28 148.729 -6.358 
28 149.850 -5.889 
28 150.027 -4.661 
28 150.550 -6.751 
28 144.828 -7.367 
28 146.577 -7.079 
28 147.195 -6.271 
28 147.979 -7.838 
28 149.129 -7.080 

28 148.348 -5.507 

29 147.568 -9.551 
29 147.716 -10.996 
29 147.613 -11.688 
29 146.752 -12.543 
29 149.055 -11.331 



-8.767 1.00 0.00 
-7.192 1.00 0.00 
-7.905 1.00 0.00 
-9.549 1.00 0.00 
10.000 1.00 0.00 
-9.497 1.00 0.00 
-8.466 1.00 0.00 
-7.379 1.00 0.00 
-7.603 1.00 0.00 
-7.475 1.00 0.00 
-7.986 1.00 0.00 
-8.076 1.00 0.00 

-7.694 1.00 0.00 

-7.090 1.00 0.00 

-7.858 1.00 0.00 

-6.951 1.00 0.00 

-6.811 1.00 0.00 

-6.378 1.00 0.00 

-6.625 1.00 0.00 

-8.976 1.00 0.00 

-6.394 1.00 0.00 

-6.535 1.00 0.00 

-8.553 1.00 0.00 

-8.404 1.00 0.00 

-8.582 1.00 0.00 

-8.721 1.00 0.00 

-7.363 1.00 0.00 

-7.158 1.00 0.00 

-9.380 1.00 0.00 

tUSE# 2003-3083148 
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ATOM 369 
ATOM 370 
ATOM 371 
ATOM 372 
ATOM 373 
ATOM 374 
ATOM 375 
ATOM 376 
ATOM 377 
ATOM 378 
ATOM 379 
ATOM 380 
ATOM 381 
ATOM 382 
ATOM 383 
ATOM 384 
ATOM 385 
ATOM 386 
ATOM 387 
ATOM 388 
ATOM 389 
ATOM 390 
ATOM 391 
ATOM 392 
ATOM 393 
ATOM 394 
ATOM 395 
ATOM 396 
ATOM 397 



CG ASN A 
0D1 ASN A 
ND2 ASN A 
H ASN A 
HA ASN A 
1HB ASN A 
2HB ASN A 
1HD2 ASN A 
2HD2 ASN A 
N PRO A 
CA PRO A 



C PRO A 

0 PRO A 

CB PRO A 

CG PRO A 

CD PRO A 

HA PRO A 

1HB PRO A 

2HB PRO A 

1HG PRO A 

2HG PRO A 

1HD PRO A 

2HD PRO A 

N PRO A 

CA PRO A 

C PRO A 

0 PRO A 

CB PRO A 

CG PRO A 



29 148.926 
29 149.065 
29 148.660 
29 148.301 
29 146.915 
29 149.747 
29 149.451 
29 148.563 

29 148.571 

30 148.497 
30 148.502 
30 147.380 
30 147.416 
30 149.865 
30 150.175 
30 149.559 
30 148.437 
30 149.797 
30 150.597 
30 149.739 
30 151.244 
30 149.142 

30 150.294 

31 146.363 
31 145.234 
31 145.642 
31 145.519 
31 144.257 
31 145.111 



-11.543 -10.876 1.00 0.00 
-12.662 -11.371 1.00 0.00 
-10.465 -11.605 1.00 0.00 
-8.967 -8.868 1.00 0.00 
-11.351 -9.353 1.00 0.00 
-10.520 -9.210 1.00 0.00 
-12.235 -8.939 1.00 0.00 
-9.606 -11.144 1.00 0.00 
-10.574 -12.575 1.00 0.00 
-11.327 -6.416 1.00 0.00 
-11.917 -5.076 1.00 0.00 
-11.368 -4.195 1.00 0.00 
-10.208 -3.786 1.00 0.00 
-11.505 -4.521 1.00 0.00 
-10.219 -5.206 1.00 0.00 
-10.314 -6.578 1.00 0.00 
-12.993 -5.117 1.00 0.00 
-11.378 -3.450 1.00 0.00 
-12.263 -4.755 1.00 0.00 
-9.397 -4.657 1.00 0.00 
-10.094 -5.285 1.00 0.00 
-9.362 -6.870 1.00 0.00 
-10.640 -7.298 1.00 0.00 
-12.196 -3.889 1.00 0.00 
-11.777 -3.052 1.00 0.00 
-11.550 -1.601 1.00 0.00 
-12.444 -0.764 1.00 0.00 
-12.951 -3.155 1.00 0.00 
-14.127 -3.484 1.00 0.00 



ftfiE# 2003-3083148 
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ATOM 398 


CD 


PRO A 


ATOM 399 


HA 


PRO A 


ATOM 400 


1HB 


PRO A 


ATOM 401 


2HB 


PRO A 


ATOM 402 


1HG 


PRO A 


ATOM 403 


2HG 


PRO A 


ATOM 404 


1HD 


PRO A 


ATOM 405 


2HD 


PRO A 


ATOM 406 


N 


PHE A 


ATOM 407 


CA 


PHE A 


ATOM 408 


C 


PHE A 


ATOM 409 


0 


PHE A 


ATOM 410 


CB 


PHE A 


ATOM 411 


CG 


PHE A 


ATOM 412 


CD1 


PHE A 


ATOM 413 


CD2 


PHE A 


ATOM 414 


CE1 


PHE A 


ATOM 415 


CE2 


PHE A 


ATOM 416 


CZ 


PHE A 


ATOM 417 


H 


PHE A 


ATOM 418 


HA 


PHE A 


ATOM 419 


1HB 


PHE A 


ATOM 420 


2HB 


PHE A 


ATOM 421 


HD1 


PHE A 


ATOM 422 


HD2 


PHE A 


ATOM 423 


HE1 


PHE A 


ATOM 424 


HE2 


PHE A 


ATOM 425 


HZ 


PHE A 


ATOM 426 


N 


TYR A 



31 146.234 -13.598 
31 144.767 -10.882 
31 143.748 -13.083 
31 143.537 -12.757 
31 145.499 -14.563 
31 144.536 -14.855 
31 147. 143 -14. 148 

31 145.974 -13.649 

32 146.130 -10.348 
32 146.557 -10.002 
32 145.562 -9.052 
32 144.630 -8.569 
32 147.947 -9.364 
32 148.016 -8.116 
32 148.649 -8.124 
32 147.447 -6.935 
32 148.713 -6.978 
32 147.508 -5.785 
32 148.143 -5.807 
32 146.203 -9.678 
32 146.602 -10.913 
32 148.240 -9.107 
32 148.652 -10.075 
32 149.095 -9.039 
32 146.950 -6.918 
32 149.211 -6.997 
32 147.060 -4.872 

32 148.192 -4.910 

33 145.770 -8.785 



4.331 1.00 0.00 
■3.438 1.00 0.00 
-2.212 1.00 0.00 
■3.936 1.00 0.00 
-2.575 1.00 0.00 
-4.037 1.00 0.00 
-4.138 1.00 0.00 
-5.378 1.00 0.00 
-1.310 1.00 0.00 

0.040 1.00 0.00 

0.699 1.00 0.00 

0.056 1.00 0.00 

0.009 1.00 0.00 
-0.824 1.00 0.00 
-2.056 1.00 0.00 
-0.374 1.00 0.00 
-2.825 1.00 0.00 
-1.139 1.00 0.00 
-2.366 1.00 0.00 
-2.022 1.00 0.00 

0.617 1.00 0.00 

1.017 1.00 0.00 
-0.395 1.00 0.00 
-2.416 1.00 0.00 

0.584 1.00 0.00 
-3.784 1.00 0.00 
-0.778 1.00 0.00 
-2.965 1.00 0.00 
1.984 1.00 0.00 

tBSE# 2003-3083148 



2002-236129 



^-v*. 373/ 



ATOM 427 


CA 


TYR A 


33 


144. 892 


-7. 892 


2.731 1.00 0.00 


ATOM 428 


C 


TYR A 


33 


145. 696 


-7.001 


3.673 1.00 0.00 


ATOM 429 


0 


TYR A 


33 


146. 335 


-7.487 


4.607 1.00 0.00 


ATOM 430 


CB 


TYR A 


33 


143. 865 


-8. 699 


3.527 1.00 0.00 


ATOM 431 


CG 


TYR A 


33 


142. 662 


-9. 121 


2.712 1.00 0.00 


ATOM 432 


CD1 


TYR A 


33 


141.948 


-8. 193 


1.962 1.00 0.00 


ATOM 433 


CD2 


TYR A 


33 


142. 243 


-10.444 


2.691 1.00 0.00 


ATOM 434 


CE1 


TYR A 


33 


140. 848 


-8. 576 


1.217 1.00 0.00 


ATOM 435 


CE2 


TYR A 


33 


141. 145 


-10. 833 


1.947 1.00 0.00 


ATOM 436 


CZ 


TYR A 


33 


140. 452 


-9. 896 


1.212 1.00 0.00 


ATOM 437 


OH 


TYR A 


33 


139. 358 


-10.279 


0.469 1.00 0.00 


ATOM 438 


H 


TYR A 


33 


146. 531 


-9. 200 


2.442 1.00 0.00 


ATOM 439 


HA 


TYR A 


33 


144. 373 


-7. 267 


2.020 1.00 0.00 


ATOM 440 


1HB 


TYR A 


33 


144. 335 


-9. 592 


3.908 1.00 0.00 


ATOM 441 


2HB 


TYR A 


33 


143.512 


-8. 102 


4.355 1.00 0.00 


ATOM 442 


HD1 


TYR A 


33 


142.261 


-7. 160 


1.968 1.00 0.00 


ATOM 443 


HD2 


TYR A 


33 


142. 788 


-11.177 


3.268 1.00 0.00 


ATOM 444 


HE1 


TYR A 


33 


140. 306 


-7. 840 


0.641 1.00 0.00 


ATOM 445 


HE2 


TYR A 


33 


140. 835 


-11.869 


1.943 1.00 0.00 


ATOM 446 


HH 


TYR A 


33 


139. 593 


-11.028 


-0.083 1.00 0.00 


ATOM 447 


N 


GLY A 


34 


145. 660 


-5. 697 


3.422 1.00 0.00 


ATOM 448 


CA 


GLY A 


34 


146. 389 


-4. 761 


4.257 1.00 0.00 


ATOM 449 


C 


GLY A 


34 


145. 568 


-3. 537 


4.613 1.00 0.00 


ATOM 450 


0 


GLY A 


34 


144. 380 


-3.465 


4.294 1.00 0.00 


ATOM 451 


H 


GLY A 


34 


145. 133 


-5. 368 


2.664 1.00 0.00 


ATOM 452 


1HA 


GLY A 


34 


146. 683 


-5. 260 


5.168 1.00 0.00 


ATOM 453 


2HA 


GLY A 


34 


147. 278 


-4.443 


3.731 1.00 0.00 


ATOM 454 


N 


VAL A 


35 


146. 200 


-2. 573 


5.275 1.00 0.00 


ATOM 455 


CA 


VAL A 


35 


145. 520 


-1.348 


5.674 1.00 0.00 



ttiiE# 2003-3083148 



2002-236129 



374/ 



ATOM 456 
ATOM 457 
ATOM 458 
ATOM 459 
ATOM 460 
ATOM 461 
ATOM 462 
ATOM 463 
ATOM 464 
ATOM 465 
ATOM 466 
ATOM 467 
ATOM 468 
ATOM 469 
ATOM 470 
ATOM 471 
ATOM 472 
ATOM 473 
ATOM 474 
ATOM 475 
ATOM 476 
ATOM 477 
ATOM 478 
ATOM 479 
ATOM 480 
ATOM 481 
ATOM 482 
ATOM 483 
ATOM 484 



C VAL A 
0 VAL A 
CB VAL A 
CGI VAL A 
CG2 VAL A 
H VAL A 
HA VAL A 
HB VAL A 
1HG1 VAL A 
2HG1 VAL A 
3HG1 VAL A 
1HG2 VAL A 
2HG2 VAL A 
3HG2 VAL A 
N ILE A 



CA 
C 
0 
CB 



ILE A 
ILE A 
ILE A 
ILE A 
CGI ILE A 
CG2 ILE A 
CD1 ILE A 
ILE A 
ILE A 
ILE A 
1HG1 ILE A 
2HG1 ILE A 
1HG2 ILE A 
2HG2 ILE A 



H 

HA 

HB 



35 146.266 
35 147.494 
35 145.376 
35 146.742 
35 144.581 
35 147.147 
35 144.531 
35 144.834 
35 146.735 
35 147.493 
35 146.965 
35 144.998 
35 144.629 

35 143.551 

36 145.515 
36 146.105 
36 147.035 
36 146.862 
36 145.023 
36 144.010 
36 145.660 
36 142.915 
36 144.540 
36 146.678 
36 144.512 
36 144.525 
36 143.544 
36 146.128 
36 144.900 



-0.117 5.168 1.00 0.00 

-0.110 5.093 1.00 0.00 

-1.261 7.207 1.00 0.00 

-1.264 7.877 1.00 0.00 

-0.024 7.601 1.00 0.00 

-2.690 5.499 1.00 0.00 

-1.360 5.241 1.00 0.00 

-2.131 7.546 1.00 0.00 

-0.577 8.711 1.00 0.00 

-0.959 7.165 1.00 0.00 

-2.258 8.232 1.00 0.00 

0.843 7.113 1.00 0.00 

0.108 8.672 1.00 0.00 

-0.146 7.300 1.00 0.00 

0.923 4.822 1.00 0.00 

2.160 4.324 1.00 0.00 

2.779 5.362 1.00 0.00 

2.574 6.564 1.00 0.00 

3.188 3.939 1.00 0.00 

2.562 2.977 1.00 0.00 

4.422 3.315 1.00 0.00 

3.515 2.548 1.00 0.00 

0.859 4.905 1.00 0.00 

1.923 3.439 1.00 0.00 

3.494 4.840 1.00 0.00 

2.229 2.089 1.00 0.00 

1.715 3.457 1.00 0.00 

5.015 4.087 1.00 0.00 

5.009 2.822 1.00 0.00 



tBiE# 2003-3083148 
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^-v: 375/ 



+ 



ATOM 485 


3HG2 ILE A 


36 


146.404 


4.117 


ATOM 486 


1HD1 


TT A 

ILE A 


36 


142.149 


3.548 


ATOM 487 


2HD1 


ILE A 


36 


142.486 


3.173 


ATOM 488 


3HD1 


TT TT* A 

ILE A 


36 


143.330 


4.502 


ATOM 489 


XT 

N 


a nr* a 

ARG A 


37 


148.020 


3.537 


ATOM 490 


CA 


ARG A 


37 148.977 


4.184 


ATOM 491 


C 


Arin a 

ARG A 


37 


149. 216 


5.631 


ATOM 492 


0 


ARG A 


37 


148. 844 


6.563 


ATOM 493 


CB 


A T>./~» A 

ARG A 


37 


150. 300 


3.418 


ATOM 494 


CG 


ARG A 


37 


150. 144 


1.935 


ATOM 495 


CD 


a T\r* A 

ARG A 


37 


150.115 


1.667 


ATOM 496 


NE 


A T>/~* A 

ARG A 


37 


148. 908 


2.196 


ATOM 497 


cz 


A T>/"» A 

ARG A 


37 


148. 788 


2.420 


ATOM 498 


X.TT1T 

NH1 


inn * 

ARG A 


37 


149.800 


2.159 


ATOM 499 


NH2 


A T~\r*> A 

ARG A 


37 


147. 654 


2.904 


ATOM 500 


T T 

H 


A nr> a 

ARG A 


37 


148. 105 


3.662 


ATOM 501 


TT A 

HA 


ARG A 


37 148.563 


4.173 


ATOM 502 


1HB 


ARG A 


37 150.766 


3.523 


ATOM 503 


ew TT1 

2HB 


ARG A 


37 


150.950 


3.845 


ATOM 504 


1HG 


Ann a 

ARG A 


37 


149.220 


1.587 


ATOM 505 


our* 

2HG 


ATI/"* A 

ARG A 


37 


150.976 


1.402 


ATOM 506 


1HD 


ARG A 


37 


150. 154 


0.600 


ATOM 507 


2HD 


ARG A 


37 


150.979 


2.130 


ATOM 508 


HE 


ARG A 


37 


148. 145 


2.397 


ATOM 509 


. 1HH1 


ARG A 


37 


150.657 


1.793 


ATOM 510 


2HH1 ARG A 


37 


149. 704 


2.329 


ATOM 511 


1HH2 ARG A 


37 


146. 890 


3.103 


ATOM 512 


2HH2 ARG A 


37 


147. 565 


3.072 


ATOM 513 


N 


TRP A 


38 


149.841 


5.814 



2.593 1.00 0.00 
3.308 1.00 0.00 

I. 617 1.00 0.00 
2.412 1.00 0.00 
4.891 1.00 0.00 
5.780 1.00 0.00 
5.364 1.00 0.00 
6.078 1.00 0.00 
5.782 1.00 0.00 
6.077 1.00 0.00 
7.572 1.00 0.00 
8.201 1.00 0.00 
9.508 1.00 0.00 

10.327 1.00 0.00 
9.997 1.00 0.00 
3.924 1.00 0.00 
6.778 1.00 0.00 
4.813 1.00 0.00 
6.532 1.00 0.00 
5.641 1.00 0.00 
5.640 1.00 0.00 
7.734 1.00 0.00 
8.025 1.00 0.00 
7.619 1.00 0.00 
9.966 1.00 0.00 

II. 308 1.00 0.00 
9.384 1.00 0.00 

10.979 1.00 0.00 
4.206 1.00 0.00 

BU^ 2003-3083148 
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376/ 



ATOM 514 


CA 


TRP A 


ATOM 515 


C 


TRP A 


ATOM 516 


0 


TRP A 


ATOM 517 


CB 


TRP A 


ATOM 518 


CG 


TRP A 


ATOM 519 


CD1 


TRP A 


ATOM 520 


CD2 


TRP A 


ATOM 521 


NE1 


TRP A 


ATOM 522 


CE2 


TRP A 


ATOM 523 


CE3 


TRP A 


ATOM 524 


CZ2 


TRP A 


ATOM 525 


CZ3 


TRP A 


ATOM 526 


CH2 


TRP A 


ATOM 527 


H 


TRP A 


ATOM 528 


HA 


TRP A 


ATOM 529 


1HB 


TRP A 


ATOM 530 


2HB 


TRP A 


ATOM 531 


HD1 


TRP A 


ATOM 532 


HE1 


TRP A 


ATOM 533 


HE3 


TRP A 


ATOM 534 


HZ2 


TRP A 


ATOM 535 


HZ3 


TRP A 


ATOM 536 


HH2 


TRP A 


ATOM 537 


N 


ILE A 


ATOM 538 


CA 


ILE A 


ATOM 539 


C 


ILE A 


ATOM 540 


0 


ILE A 


ATOM 541 


CB 


ILE A 


ATOM 542 


CGI 


ILE A 



38 150.132 7.149 

38 149.473 7.373 

38 149.599 6.550 

38 151.647 7.361 

38 152.027 8.592 

38 152.264 9.837 

38 152.208 8.696 

38 152.581 10.708 

38 152.554 10.031 

38 152.112 7.789 

38 152.803 10.479 

38 152.360 8.234 

38 152.702 9.569 

38 150.114 5.032 

38 149.728 7.865 

38 152.062 7.447 

38 152.086 6.508 

38 152.207 10.086 

38 152.794 11.659 

38 151.849 6.756 

38 153.065 11.506 

38 152.290 7.547 

38 152.887 9.873 

39 148.781 8.499 
39 148.111 8.845 
39 148.616 10.185 
39 148.281 11.239 
39 146.583 8.917 
39 146.066 7.647 



3.697 1.00 0.00 
2.337 1.00 0.00 
1.431 1.00 0.00 
3.589 1.00 0.00 
2.820 1.00 0.00 
3.329 1.00 0.00 

1.403 1.00 0.00 

2.314 1.00 0.00 

1.123 1.00 0.00 

0.344 1.00 0.00 
-0.172 1.00 0.00 
-0.940 1.00 0.00 
-1.189 1.00 0.00 

3.682 1.00 0. 00 

4.398 1.00 0.00 

4.581 1.00 0.00 

3.092 1.00 0.00 

4.378 1.00 0.00 

2.426 1.00 0.00 

0.517 1.00 0.00 
-0.381 1.00 0.00 
-1.770 1.00 0.00 
-2.209 1.00 0.00 

2.204 1.00 0.00 

0.957 1.00 0.00 
0.433 1.00 0.00 
0.974 1.00 0.00 
1.137 1.00 0.00 
1.816 1.00 0.00 

tBSE# 2003-3083 148 
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^- v I 377/ 



ATOM 543 


CG2 


ILE A 


ATOM 544 


CD1 


ILE A 


ATOM 545 


H 


ILE A 


ATOM 546 


HA 


ILE A 


ATOM 547 


HB 


ILE A 


ATOM 548 


1HG1 


ILE A 


ATOM 549 


2HG1 


ILE A 


ATOM 550 


1HG2 


ILE A 


ATOM 551 


2HG2 


ILE A 


ATOM 552 


3HG2 


ILE A 


ATOM 553 


1HD1 


ILE A 


ATOM 554 


2HD1 


ILE A 


ATOM 555 


3HD1 


ILE A 


ATOM 556 


N 


GLY A 


ATOM 557 


CA 


GLY A 


ATOM 558 


C 


GLY A 


ATOM 559 


0 


GLY A 


ATOM 560 


H 


GLY A 


ATOM 561 


1HA 


GLY A 


ATOM 562 


2HA 


GLY A 


ATOM 563 


N 


GLN A 


ATOM 564 


CA 


GLN A 


ATOM 565 


C 


GLN A 


ATOM 566 


0 


GLN A 


ATOM 567 


CB 


GLN A 


ATOM 568 


CG 


GLN A 


ATOM 569 


CD 


GLN A 


ATOM 570 


0E1 


GLN A 


ATOM 571 


NE2 


GLN A 



39 145.898 9.121 

39 144.781 7.854 

39 148.726 9.117 

39 148.335 8.077 

39 146.356 9.767 

39 145.881 6.894 

39 146.814 7.285 

39 146.213 8.348 

39 146.169 10.088 

39 144.827 9.073 

39 144.535 6.952 

39 143.983 8.092 

39 144.908 8.668 

40 149.429 10.140 
40 149.970 11.360 
40 150.570 11.152 
40 150.382 10.103 
40 149.667 9.272 
40 149.179 12.091 

40 150.735 11.740 

41 151.290 12.159 
41 151.919 12.094 
41 153.396 12.478 
41 153.728 13.616 
41 151.195 13.024 
41 149.683 12.862 
41 148.955 14.188 
41 148.905 14.953 
41 148.387 14.464 



•0.206 1.00 0.00 
2.588 1.00 0.00 
2.963 1.00 0.00 
0.231 1.00 0.00 
1.761 1.00 0.00 
1.064 1.00 0.00 
2.506 1.00 0.00 
-0.892 1.00 0.00 
-0.605 1.00 0.00 
-0.076 1.00 0.00 
3.127 1.00 0.00 
1.900 1.00 0.00 
3.286 1.00 0.00 
-0.617 1.00 0.00 
-1.185 1.00 0.00 
-2.561 1.00 0.00 
-3.177 1.00 0.00 
-1.006 1.00 0.00 
-1.257 1.00 0.00 
-0.525 1.00 0.00 
-3.044 1.00 0.00 
-4.355 1.00 0.00 
-4.267 1.00 0.00 
-3.935 1.00 0.00 
-5.325 1.00 0.00 
-5.309 1.00 0.00 
-5.405 1.00 0.00 
-4.443 1.00 0.00 
-6.571 1.00 0.00 

ffiiE# 2003-3083148 
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ATOM 572 


H 


GLN A 


ATOM 573 


HA 


GLN A 


ATOM 574 


1HB 


GLN A 


ATOM 575 


2HB 


GLN A 


ATOM 576 


IHG 


GLN A 


ATOM 577 


2HG 


GLN A 


ATOM 578 


1HE2 GLN A 


ATOM 579 


2HE2 GLN A 


ATOM 580 


N 


PRO A 


ATOM 581 


CA 


PRO A 


ATOM 582 


C 


PRO A 


ATOM 583 


0 


PRO A 


ATOM 584 


CB 


PRO A 


ATOM 585 


CG 


PRO A 


ATOM 586 


CD 


PRO A 


ATOM 587 


HA 


PRO A 


ATOM 588 


1HB 


PRO A 


ATOM 589 


2HB 


PRO A 


ATOM 590 


IHG 


PRO A 


ATOM 591 


2HG 


PRO A 


ATOM 592 


1HD 


PRO A 


ATOM 593 


2HD 


PRO A 


ATOM 594 


N 


PRO A 


ATOM 595 


CA 


PRO A 


ATOM 596 


C 


PRO A 


ATOM 597 


0 


PRO A 


ATOM 598 


CB 


PRO A 


ATOM 599 


CG 


PRO A 


ATOM 600 


CD 


PRO A 



41 151.398 12.969 

41 151.839 11.080 

41 151.427 14.046 

41 151.546 12.826 

41 149.390 12.247 

41 149.396 12.376 

41 148.468 13.805 

41 147.910 15.314 

42 154.309 11.532 
42 155.752 11.787 
42 156.172 12.938 
42 155.454 13.294 
42 156.371 10.471 
42 155.320 9.444 
42 154.010 10.147 
42 156.079 11.991 
42 156.616 10.552 
42 157.265 10.260 
42 155.429 8.634 
42 155.389 9.074 
42 153.719 10.100 

42 153.244 9.717 

43 157.345 13.537 
43 157.858 14.653 
43 158.331 14.206 
43 159.507 13.894 
43 159.035 15.169 
43 159.493 13.989 
43 158.261 13.173 



-2.505 1.00 0.00 
-4.713 1.00 0.00 
-5.067 1.00 0.00 
-6.325 1.00 0.00 
-6.145 1.00 0.00 
-4.388 1.00 0.00 
-7.292 1.00 0.00 
-6.665 1.00 0.00 
-4.559 1.00 0.00 
-4.505 1.00 0.00 
-5.414 1.00 0.00 
-6.350 1.00 0.00 
-4.989 1.00 0.00 
-4.752 1.00 0.00 
-4.961 1.00 0.00 
-3.496 1.00 0.00 
-6.039 1.00 0.00 
-4.420 1.00 0.00 
-5.458 1.00 0.00 
-3.739 1.00 0.00 
-6.000 1.00 0.00 
-4.331 1.00 0.00 
-5.151 1.00 0.00 
-5.950 1.00 0.00 
-7.328 1.00 0.00 
-7.520 1.00 0.00 
-5.124 1.00 0.00 
-4.340 1.00 0.00 
-4.054 1.00 0.00 

fflSE# 20 03-3083148 
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ATOM 601 


HA 


PRO A 


43 


157. 120 


15.433 


-6.060 1.00 0.00 


ATOM 602 


1HB 


PRO A 


43 


159. 809 


15. 530 


-5.785 1.00 0.00 


ATOM 603 


2HB 


PRO A 


43 


158.703 


15.968 


-4.478 1.00 0.00 


ATOM 604 


1HG 


PRO A 


43 


160. 198 


13.412 


-4.922 1.00 0.00 


ATOM 605 


2HG 


PRO A 


43 


159.948 


14.316 


-3.417 1.00 0.00 


ATOM 606 


1HD 


PRO A 


43 


158.493 


12.119 


-4.080 1.00 0.00 


ATOM 607 


2HD 


PRO A 


43 


157. 843 


13.445 


-3.096 1.00 0.00 


ATOM 608 


N 


GLY A 


44 


157.411 


14. 178 


-8.286 1.00 0.00 


ATOM 609 


CA 


GLY A 


44 


157.758 


13. 769 


-9.633 1.00 0.00 


ATOM 610 


C 


GLY A 


44 


156. 560 


13.280 


-10.418 1.00 0.00 


ATOM 611 


0 


GLY A 


44 


156. 327 


13.716 


-11.546 1.00 0.00 


ATOM 612 


H 


GLY A 


44 


156.490 


14.438 


-8.076 1.00 0.00 


ATOM 613 


1HA 


GLY A 


44 


158. 194 


14.610 


-10.151 1.00 0.00 


ATOM 614 


2HA 


GLY A 


44 


158.488 


12. 976 


-9.579 1.00 0.00 


ATOM 615 


N 


LEU A 


45 


155. 794 


12. 370 


-9.824 1.00 0.00 


ATOM 616 


CA 


LEU A 


45 


154. 613 


11.822 


-10.479 1.00 0.00 


ATOM 617 


C 


LEU A 


45 153.363 


12. 082 


-9.648 1.00 0.00 


ATOM 618 


0 


LEU A 


45 


153. 203 


11.525 


-8.562 1.00 0.00 


ATOM 619 


CB 


LEU A 


45 


154. 783 


10. 318 


-10.708 1.00 0.00 


ATOM 620 


CG 


LEU A 


45 


155.251 


9.525 


-9.486 1.00 0.00 


ATOM 621 


CD1 


LEU A 


45 


154.856 


8.060 


-9.614 1.00 0.00 


ATOM 622 


CD2 


LEU A 


45 


156. 757 


9.664 


-9.304 1.00 0.00 


ATOM 623 


H 


LEU A 


45 


156. 030 


12. 060 


-8.922 1.00 0.00 


ATOM 624 


HA 


LEU A 


45 


154. 505 


12.313 


-11.435 1.00 0.00 


ATOM 625 


1HB 


LEU A 


45 


153. 834 


9.915 


-11.032 1.00 0.00 


ATOM 626 


2HB 


LEU A 


45 


155. 504 


10. 175 


-11.499 1.00 0.00 


ATOM 627 


HG 


LEU A 


45 


154. 770 


9.923 


-8.604 1.00 0.00 


ATOM 628 


1HD1 LEU A 


45 


154. 124 


7.818 


-8.858 1.00 0.00 


ATOM 629 


2HD1 LEU A 


45 


155.729 


7.438 


-9.480 1.00 0.00 



ffiiE# 2003-3083148 



#0 2002-236129 



^- V : 380/ 



ATOM 630 


3HD1 LEU A 


45 154.437 


ATOM 631 


1HD2 LEU A 


45 156.974 


ATOM 632 


2HD2 LEU A 


45 157.127 


ATOM 633 


3HD2 LEU A 


45 157.239 


ATOM 634 


N 


a OX T A 

ASN A 


46 152.477 


ATOM 635 


CA 


a mi A 

ASN A 


46 151.245 


ATOM 636 


C 


A OXT A 

ASN A 


46 150.273 


ATOM 637 


0 


A OXT A 

ASN A 


46 149.690 


ATOM 638 


CB 


A OXT A 

ASN A 


46 150.597 


ATOM 639 


CG 


ASN A 


46 149.341 


ATOM 640 


0D1 


ASN A 


46 149.358 


ATOM 641 


ND2 


ASN A 


46 148.241 


ATOM 642 


H 


ASN A 


46 152.654 


ATOM 643 


HA 


ASN A 


46 151.494 


ATOM 644 


1HB 


ASN A 


46 151.301 


ATOM 645 


2KB 


ASN A 


46 150.338 


ATOM 646 


1HD2 ASN A 


46 148.301 


ATOM 647 


2HD2 ASN A 


46 147.413 


ATOM 648 


N 


GLU A 


47 150.105 


ATOM 649 


CA 


GLU A 


47 149.205 


ATOM 650 


C 


GLU A 


47 148.956 


ATOM 651 


0 


GLU A 


47 149.896 


ATOM 652 


CB 


GLU A 


47 149.782 


ATOM 653 


CG 


GLU A 


47 151.289 


ATOM 654 


CD 


GLU A 


47 151.881 


ATOM 655 


0E1 


GLU A 


47 152.122 


ATOM 656 


0E2 


GLU A 


47 152.104 


ATOM 657 


H 


GLU A 


47 150.599 


ATOM 658 


HA 


GLU A 


47 148.266 



7.883 -10.593 1.00 0.00 
9.910 -8.275 1.00 0.00 
10.451 -9.947 1.00 0.00 
8.733 -9.562 1.00 0.00 
12.930 -10.162 1.00 0.00 
13.251 -9.454 1.00 0.00 
12.078 -9.511 1.00 0.00 
11.790 -10.556 1.00 0.00 
14.498 -10.061 1.00 0.00 
14.917 -9.325 1.00 0.00 
15.856 -8.529 1.00 0.00 
14.221 -9.587 1.00 0.00 
13.344 -11.032 1.00 0.00 
13.450 -8.423 1.00 0.00 
15.315 -10.025 1.00 0.00 
14.296 -11.091 1.00 0.00 
13.486 -10.233 1.00 0.00 
14.471 -9.125 1.00 0.00 
11.406 -8.378 1.00 0.00 
10.262 -8.289 1.00 0.00 
9.884 -6.833 1.00 0.00 
9.621 -6.083 1.00 0.00 
9.066 -9.049 1.00 0.00 
8.916 -8.907 1.00 0.00 
7.979 -9.941 1.00 0.00 
8.429 -11.081 1.00 0.00 
6.795 -9.612 1.00 0.00 
11.686 -7.580 1.00 0.00 
10.545 -8.740 1.00 0.00 



tBiE# 2003-3083148 



mm 2002-236129 



^-v : 381/ 



ATOM 659 


1HB 


GLU A 


ATOM 660 


2HB 


GLU A 


ATOM 661 


1HG 


GLU A 


ATOM 662 


2HG 


GLU A 


ATOM 663 


N 


VAL A 


ATOM 664 


CA 


VAL A 


ATOM 665 


C 


VAL A 


ATOM 666 


0 


VAL A 


ATOM 667 


CB 


VAL A 


ATOM 668 


CGI 


VAL A 


ATOM 669 


CG2 


VAL A 


ATOM 670 


H 


VAL A 


ATOM 671 


HA 


VAL A 


ATOM 672 


HB 


VAL A 


ATOM 673 


1HG1 VAL A 


ATOM 674 


2HG1 VAL A 


ATOM 675 


3HG1 VAL A 


ATOM 676 


1HG2 VAL A 


ATOM 677 


2HG2 VAL A 


ATOM 678 


3HG2 VAL A 


ATOM 679 


N 


LEU A 


ATOM 680 


CA 


LEU A 


ATOM 681 


C 


LEU A 


ATOM 682 


0 


LEU A 


ATOM 683 


CB 


LEU A 


ATOM 684 


CG 


LEU A 


ATOM 685 


CD1 


LEU A 


ATOM 686 


CD2 


LEU A 


ATOM 687 


H 


LEU A 



47 149.317 8.163 

47 149.550 9.176 

47 151.746 9.887 

47 151.509 8.529 

48 147.688 9.850 
48 147.331 9.494 
48 147.655 8.030 
48 146.912 7.133 
48 145.835 9.739 
48 145.527 9.554 
48 145.427 11.128 
48 146.979 10.064 
48 147.908 10.113 
48 145.263 9.012 
48 145.685 8.522 
48 144.498 9.824 
48 146.178 10.186 
48 145.171 11.092 
48 146.248 11.813 

48 144.572 11.462 

49 148.771 7.795 
49 149.196 6.439 
49 149.018 6.158 
49 149.659 6.789 
49 150.657 6.228 
49 150.989 6.568 
49 152.472 6.871 
49 150.580 5.427 
49 149.325 8.551 



-8.682 1.00 0.00 
10.099 1.00 0.00 
-9.021 1.00 0.00 
-7.924 1.00 0.00 
-6.439 1.00 0.00 
-5.072 1.00 0.00 
-4.795 1.00 0.00 
-5.191 1.00 0.00 
-4.796 1.00 0.00 
-3.319 1.00 0.00 
-5.265 1.00 0.00 
-7.080 1.00 0.00 
-4.401 1.00 0.00 
-5.353 1.00 0.00 
-3.044 1.00 0.00 

-3.129 1.00 0.00 

-2.733 1.00 0.00 

-6.314 1.00 0.00 

-5.118 1.00 0.00 

-4.697 1.00 0.00 

-4.114 1.00 0.00 

-3.787 1.00 0.00 

-2.301 1.00 0.00 

-1.460 1.00 0.00 

-4.185 1.00 0.00 

-5.640 1.00 0.00 

-5.792 1.00 0.00 

-6.559 1.00 0.00 

-3.824 1.00 0.00 

mtE# 2003-3083148 



&g 2002-236129 



^-v I 382/ 



ATOM 688 HA LEU A 49 148.577 5.754 -4.347 1.00 0.00 

ATOM 689 1HB LEU A 49 151.275 6.841 -3.544 1.00 0.00 

ATOM 690 2HB LEU A 49 150.909 5.192 -4.016 1.00 0.00 

ATOM 691 HG LEU A 49 150.437 7.449 -5.9311.00 0.00 

ATOM 692 1HD1 LEU A 49 152.882 7.153 -4.833 1.00 0.00 

ATOM 693 2HD1 LEU A 49 152.604 7.682 -6.492 1.00 0.00 

ATOM 694 3HD1 LEU A 49 152.984 5.993 -6.157 1.00 0.00 

ATOM 695 1HD2 LEU A 49 149.667 4.980 -6.195 1.00 0.00 

ATOM 696 2HD2 LEU A 49 151.362 4.682 -6.578 1.00 0.00 

ATOM 697 3HD2 LEU A 49 150.421 5.808 -7.556 1.00 0.00 

ATOM 698 N ALA A 50 148.145 5.210 -1.983 1.00 0.00 

ATOM 699 CA ALA A 50 147.887 4.849 -0.596 1.00 0.00 

ATOM 700 C ALA A 50 148.794 3.707 -0.1511.00 0.00 

ATOM 701 0 ALA A 50 148.698 2.591 -0.660 1.00 0.00 

ATOM 702 CB ALA A 50 146.426 4.471 -0.412 1.00 0.00 

ATOM 703 H ALA A 50 147.665 4.741 -2.698 1.00 0.00 

ATOM 704 HA ALA A 50 148.091 5.718 0.013 1.00 0.00 

ATOM 705 1HB ALA A 50 146.071 4.857 0.5311.00 0.00 

ATOM 706 2HB ALA A 50 146.329 3.395 -0.4211.00 0.00 

ATOM 707 3HB ALA A 50 145.841 4.890 -1.217 1.00 0.00 

ATOM 708 N GLY A 51149.675 3.995 0.8011.00 0.00 

ATOM 709 CA GLY A 51150.587 2.981 1.299 1.00 0.00 

ATOM 710 C GLY A 51149.892 1.946 2.160 1.00 0.00 

ATOM 711 0 GLY A 51 149.589 2.200 3.325 1.00 0.00 

ATOM 712 H GLY A 51 149.707 4.902 1.170 1.00 0.00 

ATOM 713 1HA GLY A 51 151.047 2.483 0.458 1.00 0.00 

ATOM 714 2HA GLY A 51151.356 3.462 1.885 1.00 0.00 

ATOM 715 N LEU A 52 149.638 0.775 1.585 1.00 0.00 

ATOM 716 CA LEU A 52 148.973 -0.303 2.309 1.00 0.00 



ffimE#2 003-3083 1 48 



# ffi 2002-236129 



^-v: 383/ 



ATOM 717 


C 


LEU A 


52 149.989 


ATOM 718 


0 


LEU A 


52 151.096 


ATOM 719 


CB 


LEU A 


52 148.157 


ATOM 720 


CG 


LEU A 


52 146.971 


ATOM 721 


CD1 


LEU A 


52 146.473 


ATOM 722 


CD2 


LEU A 


52 145.850 


ATOM 723 


H 


LEU A 


52 149.904 


ATOM 724 


HA 


LEU A 


52 148.307 


ATOM 725 


1HB 


LEU A 


52 148.816 


ATOM 726 


2HB 


LEU A 


52 147.780 


ATOM 727 


HG 


LEU A 


52 147.291 


ATOM 728 


1HD1 LEU A 


52 147.292 


ATOM 729 


2HD1 LEU A 


52 146.077 


ATOM 730 


3HD1 LEU A 


52 145.696 


ATOM 731 


1HD2 LEU A 


52 145.336 


ATOM 732 


2HD2 LEU A 


52 145.154 


ATOM 733 


3HD2 LEU A 


52 146.266 


ATOM 734 


N 


GLU A 


53 149.603 


ATOM 735 


CA 


GLU A 


53 150.479 


ATOM 736 


C 


GLU A 


53 149.945 


ATOM 737 


0 


GLU A 


53 148.905 


ATOM 738 


CB 


GLU A 


53 150.619 


ATOM 739 


CG 


GLU A 


53 151.548 


ATOM 740 


CD 


GLU A 


53 151.003 


ATOM 741 


0E1 


GLU A 


53 150.405 


ATOM 742 


0E2 


GLU A 


53 151.176 


ATOM 743 


H 


GLU A 


53 148.708 


ATOM 744 


HA 


GLU A 


53 151.451 


ATOM 745 


1HB 


GLU A 


53 151.004 



1.169 3.048 1.00 0.00 

1.398 2.561 1.00 0.00 

■1.166 1.345 1.00 0.00 

■0.456 0.688 1.00 0.00 

-1.249 -0.511 1.00 0.00 

-0.249 1.695 1.00 0.00 

0.632 0.653 1.00 0.00 

0.145 3.030 1.00 0.00 

-1.520 0.565 1.00 0.00 

-2.018 1.889 1.00 0.00 

0.514 0.337 1.00 0.00 

-1.809 -0.937 1.00 0.00 

-0.569 -1.252 1.00 0.00 

-1.929 -0.195 1.00 0.00 

-1.185 1.860 1.00 0.00 

0.482 1. 314 1.00 0.00 

0.102 2.628 1.00 0.00 

-1.646 4.227 1.00 0.00 

-2.487 5.035 1.00 0.00 

-3.914 5.110 1.00 0.00 

-4.167 5.719 1.00 0.00 

-1.908 6.444 1.00 0.00 

-2.709 7.342 1.00 0.00 

-2.872 8.747 1.00 0.00 

-3.929 9.034 1.00 0.00 

-1.940 9.563 1.00 0.00 

-1.428 4.562 1.00 0.00 

-2.503 4.564 1.00 0.00 

-0.902 6.370 1.00 0.00 



ffifE# 2003-3083148 



#11 2002-236129 



^-v : 384/ 



ATOM 746 
ATOM 747 
ATOM 748 
ATOM 749 
ATOM 750 
ATOM 751 
ATOM 752 
ATOM 753 
ATOM 754 
ATOM 755 
ATOM 756 
ATOM 757 
ATOM 758 
ATOM 759 
ATOM 760 
ATOM 761 
ATOM 762 
ATOM 763 
ATOM 764 
ATOM 765 
ATOM 766 
ATOM 767 
ATOM 768 
ATOM 769 
ATOM 770 
ATOM 771 
ATOM 772 
ATOM 773 
ATOM 774 



2HB GLU A 

1HG GLU A 

2HG GLU A 

N LEU A 



CA 
C 
0 
CB 
CG 



H 



LEU A 
LEU A 
LEU A 
LEU A 
LEU A 
CD1 LEU A 
CD2 LEU A 
LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLU A 



CA 

C 

0 

CB 

CG 

CD 



GLU A 
GLU A 
GLU A 
GLU A 
GLU A 
GLU A 



53 149.644 
53 151.686 

53 152.500 

54 150.663 
54 150.262 
54 150.392 
54 151.214 
54 151.110 
54 151.206 
54 152.397 
54 149.919 
54 151.483 
54 149.227 
54 152.108 
54 150.687 
54 151.352 
54 152.143 
54 153.239 
54 152.656 
54 149.250 
54 149.448 

54 150.145 

55 149.577 
55 149.603 
55 150.652 
55 151.247 
55 148.225 
55 147.239 
55 147.170 



-1.877 6.907 1.00 0.00 

-3.690 6.911 1.00 0.00 

-2.203 7.396 1.00 0.00 

-4.842 4.488 1.00 0.00 

-6.244 4.484 1.00 0.00 

-6.851 5.878 1.00 0.00 

-6.411 6.682 1.00 0.00 

-7.037 3.488 1.00 0.00 

-6.425 2.090 1.00 0.00 

-6.999 1.338 1.00 0.00 

-6.664 1.315 1.00 0.00 

-4.580 4.020 1.00 0.00 

-6.292 4.180 1.00 0.00 

-7.127 3.890 1.00 0.00 

-8.026 3.396 1.00 0.00 

-5.358 2.180 1.00 0.00 
-7.976 0.952 1.00 0.00 
-7.086 2.009 1.00 0.00 
-6.345 0.519 1.00 0.00 
-5.828 1.463 1.00 0.00 
-7.569 1.667 1.00 0.00 
-6.761 0.263 1.00 0.00 
-7.864 6.156 1.00 0.00 
-8.531 7.451 1.00 0.00 
-9.638 7.472 1.00 0.00 
-9.925 8.511 1.00 0.00 
-9.112 7.777 1.00 0.00 
-8.081 8.300 1.00 0.00 
-8.058 9.815 1.00 0.00 



tUBE# 2003-3083148 



#M 2002-236129 



385/ 



ATOM 775 


OEl 


GLU A 


ATOM 776 


0E2 


GLU A 


ATOM 777 


H 


GLU A 


ATOM 778 


HA 


GLU A 


ATOM 779 


1HB 


GLU A 


ATOM 780 


2HB 


GLU A 


ATOM 781 


1HG 


GLU A 


ATOM 782 


2HG 


GLU A 


ATOM 783 


N 


ASP A 


ATOM 784 


CA 


ASP A 


ATOM 785 


C 


ASP A 


ATOM 786 


0 


ASP A 


ATOM 787 


CB 


ASP A 


ATOM 788 


CG 


ASP A 


ATOM 789 


0D1 


ASP A 


ATOM 790 


0D2 


ASP A 


ATOM 791 


H 


ASP A 


ATOM 792 


HA 


ASP A 


ATOM 793 


1HB 


ASP A 


ATOM 794 


2HB 


ASP A 


ATOM 795 


N 


GLU A 


ATOM 796 


CA 


GLU A 


ATOM 797 


C 


GLU A 


ATOM 798 


0 


GLU A 


ATOM 799 


CB 


GLU A 


ATOM 800 


CG 


GLU A 


ATOM 801 


CD 


GLU A 


ATOM 802 


OEl 


GLU A 


ATOM 803 


0E2 


GLU A 



55 146.195 -8.603 
55 148.091 -7.495 
55 148.945 -8.169 
55 149.859 -7.795 
55 147.812 -9.551 
55 148.339 -9.882 
55 147.543 -7.103 

55 146.258 -8.311 

56 150.874 -10.258 
56 151.851 -11.333 
56 153.173 -10.811 
56 153.208 -10.169 
56 151.313 -12.446 
56 150.352 -13.365 
56 149.236 -13.588 
56 150.715 -13.864 
56 150.368 -9.984 
56 152.022 -11.733 
56 150.793 -12.004 

56 152.140 -13.036 

57 154.259 -11.088 
57 155.584 -10.645 
57 156.033 -11.387 
57 156.555 -12.499 
57 156.597 -10.862 
57 156.634 -9.728 
57 157.934 -9.686 
57 158.886 -9.025 
57 158.001 -10.312 



10.374 1.00 0.00 
10.444 1.00 0.00 

5.473 1.00 0.00 

8.199 1.00 0.00 

6.880 1.00 0.00 

8.525 1.00 0.00 

7.955 1.00 0.00 

7.913 1.00 0.00 

6.317 1.00 0.00 

6.202 1.00 0.00 

5.649 1.00 0.00 

4.599 1.00 0.00 

5.301 1.00 0.00 

6.029 1.00 0.00 

5.512 1.00 0.00 

7.114 1.00 0.00 

5.523 1.00 0.00 

7.190 1.00 0.00 

4.464 1.00 0.00 

4.934 1.00 0.00 

6.363 1.00 0.00 

5.943 1.00 0.00 

4.689 1.00 0.00 

4.766 1.00 0.00 

7.068 1.00 0.00 

8.079 1.00 0.00 

8.859 1.00 0.00 

8.391 1.00 0.00 

9.938 1.00 0.00 

miiE# 2003-3083148 
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^-vl 386/ 



ATOM 804 


H 


GLU A 


ATOM 805 


HA 


GLU A 


ATOM 806 


1HB 


GLU A 


ATOM 807 


2HB 


GLU A 


ATOM 808 


1HG 


GLU A 


ATOM 809 


2HG 


GLU A 


ATOM 810 


N 


CYS A 


ATOM 811 


CA 


CYS A 


ATOM 812 


C 


CYS A 


ATOM 813 


0 


CYS A 


ATOM 814 


CB 


CYS A 


ATOM 815 


SG 


CYS A 


ATOM 816 


H 


CYS A 


ATOM 817 


HA 


CYS A 


ATOM 818 


1HB 


CYS A 


ATOM 819 


2HB 


CYS A 


ATOM 820 


HG 


CYS A 


ATOM 821 


N 


ALA A 


ATOM 822 


CA 


ALA A 


ATOM 823 


C 


ALA A 


ATOM 824 


0 


ALA A 


ATOM 825 


CB 


ALA A 


ATOM 826 


H 


ALA A 


ATOM 827 


HA 


ALA A 


ATOM 828 


1HB 


ALA A 


ATOM 829 


2HB 


ALA A 


ATOM 830 


3HB 


ALA A 


ATOM 831 


N 


GLY A 


ATOM 832 


CA 


GLY A 



57 154.167 -11.603 
57 155.525 -9.590 
57 156.348 -11.774 
57 157. 582 -10. 963 
57 156.517 -8.792 

57 155.819 -9.856 

58 155.825 -10.764 
58 156.210 -11.364 
58 157.455 -10.689 
58 157.512 -9.465 
58 155.060 -11.263 
58 155.200 -12.400 
58 155.405 -9.879 
58 156.429 -12.406 
58 154.131 -11.480 
58 155. 023 -10. 257 

58 155.346 -13.282 

59 158.450 -11.497 
59 159.695 -10.978 
59 159.453 -10.283 
59 158. 956 -10. 893 
59 160. 709 -12. 100 
59 158.345 -12.464 
59 160.097 -10.259 
59 161.226 -12.256 
59 161.421 -11.833 

59 160.197 -13.008 

60 159.808 -9.005 
60 159.622 -8.249 



7.192 1.00 0.00 
5.722 1.00 0.00 
7.591 1.00 0.00 
6.636 1.00 0.00 
7.557 1.00 0.00 
8.776 1.00 0.00 
3.533 1.00 0.00 
2.261 1.00 0.00 
1.695 1.00 0.00 
1.580 1.00 0.00 
1.258 1.00 0.00 
-0.142 1.00 0.00 
3.536 1.00 0.00 
2.440 1.00 0.00 
1.763 1.00 0.00 
0.864 1.00 0.00 
0.206 1.00 0.00 
1.343 1.00 0.00 
0.787 1.00 0.00 
-0.548 1.00 0.00 
-1.495 1.00 0.00 
0.625 1.00 0.00 
1.458 1.00 0.00 
1.487 1.00 0.00 
1.561 1.00 0.00 
-0.141 1.00 0.00 
0.341 1.00 0.00 
-0.618 1.00 0.00 
-1.842 1.00 0.00 

tB!E# 2003-3083148 
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ATOM 833 


C 


GLY A 


60 159.105 


-6.847 


ATOM 834 


0 


GLY A 


60 159.364 


-5.931 


ATOM 835 


H 


GLY A 


60 160.200 


-8. 570 


ATOM 836 


1HA 


GLY A 


60 160.568 


-8. 184 


ATOM 837 


2HA 


GLY A 


60 158.916 


-8. 772 


ATOM 838 


N 


CYS A 


61 158.372 


-6.679 


ATOM 839 


CA 


CYS A 


61 157.818 


-5.378 


ATOM 840 


C 


CYS A 


61 158.817 


-4. 564 


ATOM 841 


0 


CYS A 


61 159.828 


-5.091 


ATOM 842 


CB 


CYS A 


61 156.519 


-5.553 


ATOM 843 


SG 


CYS A 


61 155.273 


-6. 557 


ATOM 844 


H 


CYS A 


61 158.200 


-7.447 


ATOM 845 


HA 


CYS A 


61 157.602 


-4.848 


ATOM 846 


1HB 


CYS A 


61 156.742 


-6. 029 


ATOM 847 


2HB 


CYS A 


61 156.087 


-4. 581 


ATOM 848 


HG 


CYS A 


61 154.755 


-7.009 


ATOM 849 


N 


THR A 


62 158.529 


-3. 278 


ATOM 850 


CA 


THR A 


62 159.402 


-2.391 


ATOM 851 


C 


THR A 


62 158.917 


-2. 249 


ATOM 852 


0 


THR A 


62 157.942 


-2. 885 


ATOM 853 


CB 


THR A 


62 159.471 


-1.016 


ATOM 854 


0G1 


THR A 


62 158.253 


-0. 718 


ATOM 855 


CG2 


THR A 


62 160.584 


-0. 898 


ATOM 856 


H 


THR A 


62 157.709 


-2. 916 


ATOM 857 


HA 


THR A 


62 160.390 


-2. 827 


ATOM 858 


HB 


THR A 


62 159.637 


-0.267 


ATOM 859 


HGl 


THR A 


62 158.243 


0.209 


ATOM 860 


1HG2 THR A 


62 161.538 


-0.993 


ATOM 861 


2HG2 THR A 


62 160.526 


0.064 



-1.587 1.00 0.00 
-2.367 1.00 0.00 
0.169 1.00 0.00 
-2.359 1.00 0.00 
-2.471 1.00 0.00 
-0.491 1.00 0.00 
-0.135 1.00 0.00 
0.680 1.00 0.00 
1.147 1.00 0.00 
0.656 1.00 0.00 
-0.185 1.00 0.00 
0.092 1.00 0.00 
-1.050 1.00 0.00 
1.598 1.00 0.00 
0.843 1.00 0.00 
0.485 1.00 0.00 
0.848 1.00 0.00 
1.608 1.00 0.00 
3.047 1.00 0.00 
3.448 1.00 0.00 
0.942 1.00 0.00 
0.283 1.00 0.00 
-0.076 1.00 0.00 
0.453 1.00 0.00 
1.616 1.00 0.00 
1.703 1.00 0.00 
0.033 1.00 0.00 
0.421 1.00 0.00 
-0.563 1.00 0.00 



mtiE# 2003-3083148 



mm 2002-236129 



^-v: 388/ 



ATOM 862 


3HG2 


THR A 


ATOM 863 


N 


ASP A 


ATOM 864 


CA 


ASP A 


ATOM 865 


C 


ASP A 


ATOM 866 


0 


ASP A 


ATOM 867 


CB 


ASP A 


ATOM 868 


CG 


ASP A 


ATOM 869 


0D1 


ASP A 


ATOM 870 


0D2 


ASP A 


ATOM 871 


H 


ASP A 


ATOM 872 


HA 


ASP A 


ATOM 873 


1HB 


ASP A 


ATOM 874 


2HB 


ASP A 


ATOM 875 


N 


GLY A 


ATOM 876 


CA 


GLY A 


ATOM 877 


C 


GLY A 


ATOM 878 


0 


GLY A 


ATOM 879 


H 


GLY A 


ATOM 880 


1HA 


GLY A 


ATOM 881 


2HA 


GLY A 


ATOM 882 


N 


THR A 


ATOM 883 


CA 


THR A 


ATOM 884 


C 


THR A 


ATOM 885 


0 


THR A 


ATOM 886 


CB 


THR A 


ATOM 887 


0G1 


THR A 


ATOM 888 


CG2 


THR A 


ATOM 889 


H 


THR A 


ATOM 890 


HA 


THR A 



62 160.483 -1.681 

63 159.602 -1.412 
63 159.240 -1.185 
63 158.612 0.192 
63 158.751 0.814 
63 160.473 -1.319 
63 161.586 -0.372 
63 162.107 -0.513 
63 161.935 0.512 
63 160.370 -0.933 
63 158.518 -1.938 
63 160.193 -1.104 

63 160.846 -2.331 

64 157.919 0.662 
64 157.278 1.963 
64 158.053 3.031 
64 158.129 4.177 
64 157.841 0.122 
64 156.289 1.887 

64 157.192 2.256 

65 158.628 2.654 
65 159.401 3.587 
65 159.066 3.428 
65 159.267 2.360 
65 160.898 3.371 
65 161.198 1.990 
65 161.419 4.037 
65 158.532 1.726 
65 159.141 4.589 



0.812 1.00 0.00 
3.818 1.00 0.00 
5.212 1.00 0.00 
5.394 1.00 0.00 
6.448 1.00 0.00 
6. 108 1. 00 0. 00 
5.706 1.00 0.00 
4.580 1.00 0.00 
6.517 1.00 0.00 
3.440 1.00 0.00 
5.493 1.00 0.00 

7.129 1.00 0.00 

6.048 1.00 0.00 

4.363 1.00 0.00 

4.429 1.00 0.00 

3.681 1.00 0.00 

4.125 1.00 0.00 

3.548 1.00 0.00 

4.004 1.00 0.00 

5.466 1.00 0.00 

2.544 1.00 0.00 

1.733 1.00 0.00 

0.253 1.00 0.00 
-0.328 1.00 0.00 

1.955 1.00 0.00 

2.046 1.00 0.00 

3.210 1.00 0.00 

2.243 1.00 0.00 

2.042 1.00 0.00 

tBSE# 2003-3083148 
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ATOM 891 


HB 


THR A 


65 


161.439 


3.780 


1.113 1.00 0.00 


ATOM 892 


HG1 


THR A 


65 


160.877 


1.539 


1.261 1.00 0.00 


ATOM 893 


1HG2 THR A 


65 


161.665 


5.067 


2.995 1.00 0.00 


ATOM 894 


2HG2 THR A 


65 


162. 303 


3.520 


3.551 1.00 0.00 


ATOM 895 


3HG2 THR A 


65 


160. 661 


4.001 


3.978 1.00 0.00 


ATOM 896 


N 


PHE A 


66 


158. 556 


4.496 


-0.352 1.00 0.00 


ATOM 897 


CA 


PHE A 


66 


158. 193 


4.473 


-1.764 1.00 0.00 


ATOM 898 


C 


PHE A 


66 


159. 281 


5.122 


-2.615 1.00 0.00 


ATOM 899 


0 


PHE A 


66 


159. 440 


6.343 


-2.613 1.00 0.00 


ATOM 900 


CB 


PHE A 


66 


156. 862 


5.195 


-1.982 1.00 0.00 


ATOM 901 


CG 


PHE A 


66 


156.296 


5.008 


-3.360 1.00 0.00 


ATOM 902 


CD1 


PHE A 


66 


155.867 


3.760 


-3.784 1.00 0.00 


ATOM 903 


CD2 


PHE A 


66 


156. 194 


6.080 


-4.233 1.00 0.00 


ATOM 904 


CE1 


PHE A 


66 


155. 346 


3.585 


-5.052 1.00 0.00 


ATOM 905 


CE2 


PHE A 


66 


155. 674 


5.910 


-5.502 1.00 0.00 


ATOM 906 


CZ 


PHE A 


66 


155. 249 


4.662 


-5.912 1.00 0.00 


ATOM 907 


H 


PHE A 


66 


158.419 


5.317 


0.164 1.00 0.00 


ATOM 908 


HA 


PHE A 


66 


158.086 


3.442 


-2.063 1.00 0.00 


ATOM 909 


1HB 


PHE A 


66 


156. 138 


4.821 


-1.272 1.00 0.00 


ATOM 910 


2HB 


PHE A 


66 


157. 004 


6.254 


-1.820 1.00 0.00 


ATOM 911 


HD1 


PHE A 


66 


155. 942 


2.918 


-3.112 1.00 0.00 


ATOM 912 


HD2 


PHE A 


66 


156. 525 


7.056 


-3.913 1.00 0.00 


ATOM 913 


HE1 


PHE A 


66 


155.016 


2.608 


-5.371 1.00 0.00 


ATOM 914 


HE2 


PHE A 


66 


155. 599 


6.754 


-6.172 1.00 0.00 


ATOM 915 


HZ 


PHE A 


66 


154.843 


4.527 


-6.904 1.00 0.00 


ATOM 916 


N 


ARG A 


67 


160. 027 


4.296 


-3.341 1.00 0.00 


ATOM 917 


CA 


ARG A 


67 


161. 100 


4.789 


-4.198 1.00 0.00 


ATOM 918 


C 


ARG A 


67 162.157 


5.521 


-3.378 1.00 0.00 


ATOM 919 


0 


ARG A 


67 162.675 


6.557 


-3.798 1.00 0.00 
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ATOM 


920 


CB 


ARG A 


67 


160. 534 


5.719 


-5. 274 


1.00 0.00 


ATOM 


921 


CG 


ARG A 


67 


159.459 


5.073 


-6. 133 


1.00 0.00 


ATOM 


922 


CD 


ARG A 


67 


159. 356 


5.744 


-7.493 


1.00 0.00 


ATOM 


923 


NE 


ARG A 


67 


159. 127 


4.777 


-8. 564 


1.00 0.00 


ATOM 


924 


CZ 


ARG A 


67 


159. 155 


5.084 


-9. 859 


1.00 0.00 


ATOM 


925 


NH1 


ARG A 


67 


159.400 


6.331 


-10.247 


1.00 0.00 


ATOM 


926 


NH2 


ARG A 


67 


158. 938 


4.145 


-10. 769 


1.00 0.00 


ATOM 


927 


H 


ARG A 


67 


159. 851 


3.333 


-3.302 


1.00 0.00 


ATOM 


928 


HA 


ARG A 


67 


161.559 


3.937 


-4.677 


1.00 0.00 


ATOM 


929 


1HB 


ARG A 


67 


160. 107 


6.587 


-4.794 


1.00 0.00 


ATOM 


930 


2HB 


ARG A 


67 


161.340 


6.035 


-5.920 


1.00 0.00 


ATOM 


931 


IHG 


ARG A 


67 


159. 705 


4.031 


-6.275 


1.00 0.00 


ATOM 


932 


2HG 


ARG A 


67 


158. 509 


5.156 


-5.626 


1.00 0.00 


ATOM 


933 


1HD 


ARG A 


67 


158. 534 


6.444 


-7.473 


1.00 0.00 


ATOM 


934 


2HD 


ARG A 


67 


160.275 


6.275 


-7. 690 


1.00 0.00 


ATOM 


935 


HE 


ARG A 


67 


158.944 


3.850 


-8. 305 


1.00 0.00 


ATOM 


936 


1HH1 


ARG A 


67 


159.565 


7.044 


-9. 566 


1.00 0.00 


ATOM 


937 


2HH1 


ARG A 


67 


159.421 


6.555 


-11.221 


1.00 0.00 


ATOM 


938 


1HH2 


ARG A 


67 


158.753 


3.205 


-10.481 


1.00 0.00 


ATOM 


939 


2HH2 


ARG A 


67 


158. 958 


4.375 


-11.741 


1.00 0.00 


ATOM 


940 


N 


GLY A 


68 


162.473 


4.977 


-2.208 


1.00 0.00 


ATOM 


941 


CA 


GLY A 


68 


163.468 


5.592 


-1.349 


1.00 0.00 


ATOM 


942 


C 


GLY A 


68 


162. 935 


6.814 


-0.627 


1.00 0.00 


ATOM 


943 


0 


GLY A 


68 


163.691 


7.728 


-0.297 


1.00 0.00 


ATOM 


944 


H 


GLY A 


68 


162. 027 


4.152 


-1.926 


1.00 0.00 


ATOM 


945 


1HA 


GLY A 


68 


163.792 


4.868 


-0. 617 


1.00 0.00 


ATOM 


946 


2HA 


GLY A 


68 


164.315 


5.885 


-1.950 


1.00 0.00 


ATOM 


947 


N 


THR A 


69 


161.629 


6.830 


-0. 382 


1.00 0.00 


ATOM 


948 


CA 


THR A 


69 


160. 9.94 


7.950 


0.305 


1.00 0.00 



&U¥?2 003-3083148 
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ATOM 949 


C 


THR A 


ATOM 950 


0 


THR A 


ATOM 951 


CB 


THR A 


ATOM 952 


0G1 


THR A 


ATOM 953 


CG2 


THR A 


ATOM 954 


H 


THR A 


ATOM 955 


HA 


THR A 


ATOM 956 


HB 


THR A 


ATOM 957 


HG1 


THR A 


ATOM 958 


1HG2 THR A 


ATOM 959 


2HG2 THR A 


ATOM 960 


3HG2 THR A 


ATOM 961 


N 


ARG A 


ATOM 962 


CA 


ARG A 


ATOM 963 


C 


ARG A 


ATOM 964 


0 


ARG A 


ATOM 965 


CB 


ARG A 


ATOM 966 


CG 


ARG A 


ATOM 967 


CD 


ARG A 


ATOM 968 


NE 


ARG A 


ATOM 969 


CZ 


ARG A 


ATOM 970 


NH1 


ARG A 


ATOM 971 


MH2 


ARG A 


ATOM 972 


H 


ARG A 


ATOM 973 


HA 


ARG A 


ATOM 974 


1HB 


ARG A 


ATOM 975 


2HB 


ARG A 


ATOM 976 


1HG 


ARG A 


ATOM 977 


2HG 


ARG A 



69 160.067 7.454 

69 158.900 7.147 

69 160.209 8.807 

69 160.975 9.048 

69 159.796 10.148 

69 161.078 6.073 

69 161.774 8.551 

69 159.312 8.277 

69 160.699 8.445 

69 160.366 10.356 

69 158.743 10.129 

69 159.982 10.920 

70 160.593 7.377 
70 159.811 6.918 
70 158.618 7.835 
70 158.749 9.059 
70 160.689 6.855 
70 159.948 6.370 
70 160.069 7.358 
70 160.228 6.685 
70 161.380 6.178 
70 162.475 6.264 
70 161.437 5.582 
70 161.529 7.635 
70 159.448 5.926 
70 161.513 6.181 
70 161.079 7.841 
70 158.904 6.245 
70 160.363 5.421 



1.411 1.00 0.00 
1.164 1.00 0.00 
0.689 1.00 0.00 
1.855 1.00 0.00 
-0.125 1.00 0.00 
-0.669 1.00 0.00 
0.749 1.00 0.00 
-0.974 1.00 0.00 
-2.550 1.00 0.00 
0.768 1.00 0.00 
0.117 1.00 0.00 
-0.858 1.00 0.00 

2.629 1.00 0.00 

3.771 1.00 0.00 

4.018 1.00 0.00 

4.005 1.00 0.00 

5.023 1.00 0.00 

6.260 1.00 0.00 

7.410 1.00 0.00 

8.697 1.00 0.00 

9.131 1.00 0.00 

8.385 1.00 0.00 
10.315 1.00 0.00 

2. 762 1. 00 0. 00 

3.546 1.00 0.00 

4.838 1.00 0.00 

5.225 1.00 0.00 

6.016 1.00 0.00 

6.567 1.00 0.00 

miE#2 003-3083148 
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ATOM 978 


1HD 


ARG A 


70 160.928 


7.989 


7.237 1.00 0.00 


ATOM 979 


2HD 


ARG A 


70 


159. 177 


7.966 


7.440 1.00 0.00 


ATOM 980 


HE 


ARG A 


70 159.436 


6.606 


9.267 1.00 0.00 


ATOM 981 


1HH1 


ARG A 


70 


162.438 


6.711 


7.492 1.00 0.00 


ATOM 982 


2HH1 


ARG A 


70 


163. 337 


5.881 


8.717 1.00 0.00 


ATOM 983 


1HH2 


ARG A 


70 160.615 


5.515 


10.880 1.00 0.00 


ATOM 984 


2HH2 


ARG A 


70 


162. 303 


5.202 


10.641 1.00 0.00 


ATOM 985 


N 


TYR A 


71 


157. 454 


7.233 


4.243 1.00 0.00 


ATOM 986 


CA 


TYR A 


71 


156. 236 


7.995 


4.494 1.00 0.00 


ATOM 987 


C 


TYR A 


71 


155. 691 


7. 705 


5. 889 1.00 0.00 


ATOM 988 


0 


TYR A 


71 


155.213 


8.606 


6.578 1.00 0.00 


ATOM 989 


CB 


TYR A 


71 


155. 177 


7.661 


3.442 1.00 0.00 


ATOM 990 


CG 


TYR A 


71 


155.365 


8.402 


2.137 1.00 0.00 


ATOM 991 


CD1 


TYR A 


71 


155. 369 


7.722 


0.925 1.00 0.00 


ATOM 992 


CD2 


TYR A 


71 


155. 540 


9.780 


2.117 1.00 0.00 


ATOM 993 


CE1 


TYR A 


71 


155. 542 


8.396 


-0.270 1.00 0.00 


ATOM 994 


CE2 


TYR A 


71 


155.713 


10.460 


0.926 1.00 0.00 


ATOM 995 


CZ 


TYR A 


71 


155. 713 


9.764 


-0.263 1.00 0.00 


ATOM 996 


OH 


TYR A 


71 


155. 885 


10.437 


-1.451 1.00 0.00 


ATOM 997 


H 


TYR A 


71 


157.415 


6.255 


4.240 1.00 0.00 


ATOM 998 


HA 


TYR A 


71 


156. 481 


9.044 


4.426 1.00 0.00 


ATOM 999 


1HB 


TYR A 


71 


155.209 


6.604 


3.230 1.00 0.00 


ATOM 1000 


2HB 


TYR A 


71 


154. 202 


7.916 


3.831 1.00 0.00 


ATOM 1001 


HD1 


TYR A 


71 


155. 235 


6.651 


0.924 1.00 0.00 


ATOM 1002 


HD2 


TYR A 


71 


155. 541 


10.323 


3.050 1.00 0.00 


ATOM 1003 


HE1 


TYR A 


71 


155. 541 


7.849 


-1.202 1.00 0.00 


ATOM 1004 


HE2 


TYR A 


71 


155.847 


11.532 


0.931 1.00 0.00 


ATOM 1005 


HH 


TYR A 


71 


155. 181 


10. 199 


-2.060 1.00 0.00 


ATOM 1006 


N 


PHE A 


72 


155. 770 


6.445 


6.299 1.00 0.00 
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ATOM 1007 


CA 


PHE A 


72 155.285 


6.036 


7.613 1.00 0.00 


ATOM 1008 


C 


PHE A 


72 


156.210 


4.994 


8.234 1.00 0.00 


ATOM 1009 


0 


PHE A 


72 157.229 


4.626 


7.649 1.00 0.00 


ATOM 1010 


CB 


PHE A 


72 


153.866 


5.476 


7.505 1.00 0.00 


ATOM 1011 


CG 


PHE A 


72 


153. 694 


4.488 


6.386 1.00 0.00 


ATOM 1012 


CD1 


PHE A 


72 


153. 520 


4.923 


5.082 1.00 0.00 


ATOM 1013 


CD2 


PHE A 


72 


153.705 


3.126 


6.639 1.00 0.00 


ATOM 1014 


CE1 


PHE A 


72 


153. 360 


4.017 


4.050 l.'OO 0.00 


ATOM 1015 


CE2 


PHE A 


72 


153. 546 


2.215 


5.612 1.00 0.00 


ATOM 1016 


CZ 


PHE A 


72 


153. 374 


2.662 


4.316 1.00 0.00 


ATOM 1017 


H 


PHE A 


72 


156. 163 


5.772 


5.705 1.00 0.00 


ATOM 1018 


HA 


PHE A 


72 


155.270 


6.910 


8.247 1.00 0.00 


ATOM 1019 


1HB 


PHE A 


72 


153.612 


4.977 


8.429 1.00 0.00 


ATOM 1020 


2HB 


PHE A 


72 


153. 176 


6.290 


7.341 1.00 0.00 


ATOM 1021 


HD1 


PHE A 


72 


153. 509 


5.983 


4.874 1.00 0.00 


ATOM 1022 


HD2 


PHE A 


72 


153. 839 


2.776 


7.652 1.00 0.00 


ATOM 1023 


HE1 


PHE A 


72 


153. 225 


4.369 


3.039 1.00 0.00 


ATOM 1024 


HE2 


PHE A 


72 


153. 557 


1.156 


5.822 1.00 0.00 


ATOM 1025 


HZ 


PHE A 


72 


153. 250 


1.952 


3.511 1.00 0.00 


ATOM 1026 


N 


THR A 


73 


155.849 


4.521 


9.422 1.00 0.00 


ATOM 1027 


CA 


THR A 


73 


156. 646 


3.521 


10.122 1.00 0.00 


ATOM 1028 


C 


THR A 


73 


155. 862 


2.224 


10.297 1.00 0.00 


ATOM 1029 


0 


THR A 


73 


154.872 


2.180 


11.028 1.00 0.00 


ATOM 1030 


CB 


THR A 


73 


157. 085 


4.053 


11.487 1.00 0.00 


ATOM 1031 


0G1 


THR A 


73 


157.756 


3.047 


12.225 1.00 0.00 


ATOM 1032 


CG2 


THR A 


73 


155.934 


4.552 


12.333 1.00 0.00 


ATOM 1033 


H 


THR A 


73 


155. 026 


4.853 


9.839 1.00 0.00 


ATOM 1034 


HA 


THR A 


73 


157. 523 


3.320 


9.526 1.00 0.00 


ATOM 1035 


HB 


THR A 


73 


157. 767 


4.877 


11.339 1.00 0.00 
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ATOM 1036 
ATOM 1037 
ATOM 1038 
ATOM 1039 
ATOM 1040 
ATOM 1041 
ATOM 1042 
ATOM 1043 
ATOM 1044 
ATOM 1045 
ATOM 1046 
ATOM 1047 
ATOM 1048 
ATOM 1049 
ATOM 1050 
ATOM 1051 
ATOM 1052 
ATOM 1053 
ATOM 1054 
ATOM 1055 
ATOM 1056 
ATOM 1057 
ATOM 1058 
ATOM 1059 
ATOM 1060 
ATOM 1061 
ATOM 1062 
ATOM 1063 
ATOM 1064 



HG1 


THR A 


73 


1HG2 THR A 


73 


2HG2 THR A 


73 


3HG2 THR A 


73 


N 


CYS A 


74 


CA 


CYS A 


74 


C 


CYS A 


74 


0 


CYS A 


74 


CB 


CYS A 


74 


SG 


CYS A 


74 


H 


CYS A 


74 


HA 


CYS A 


74 


1HB 


CYS A 


74 


2HB 


CYS A 


74 


HG 


CYS A 


74 


N 


ALA A 


75 


CA 


ALA A 


75 


C 


ALA A 


75 


0 


ALA A 


75 


CB 


ALA A 


75 


H 


ALA A 


75 


HA 


ALA A 


75 


1HB 


ALA A 


75 


2HB 


ALA A 


75 


3HB 


ALA A 


75 


N 


LEU A 


76 


CA 


LEU A 


76 


C 


LEU A 


76 


0 


LEU A 


76 



158.668 3.311 

156.046 5.613 

155.932 4.033 

155. 002 4. 368 

156.311 1.172 

155.651 -0.126 

156.672 -1.259 

157.867 -1.025 

154.644 -0.282 

152.993 0.348 

157.105 1.270 

155.125 -0.172 

155.007 0.252 

154.548 -1.330 

153.037 0.799 

156.192 -2.488 

157.063 -3.657 

157.708 -3.832 

157.169 -3.385 

156.281 -4.906 

155.231 -2.611 

157.840 -3.510 

155.259 -4.806 

156.298 -5.028 

156.730 -5.769 

158.864 -4.486 

159.583 -4.720 

158.884 -5.784 

158.277 -6.711 



12.370 1.00 0.00 
12.504 1.00 0.00 
13.281 1.00 0.00 
11.819 1.00 0.00 
9.622 1.00 0.00 
9.704 1.00 0.00 
9.654 1.00 0.00 
9.475 1.00 0.00 
8.562 1.00 0.00 
8.944 1.00 0.00 
9.056 1.00 0.00 
10.644 1.00 0.00 
7.697 1.00 0.00 
8.318 1.00 0.00 
9.791 1.00 0.00 
9.816 1.00 0.00 
9.791 1.00 0.00 
8.420 1.00 0.00 
7.408 1.00 0.00 
10.171 1.00 0.00 
9.956 1.00 0.00 
10.527 1.00 0.00 
9.836 1.00 0.00 
11.244 1.00 0.00 
9.703 1.00 0.00 
8.395 1.00 0.00 
7.148 1.00 0.00 
6.309 1.00 0.00 
6.844 1.00 0.00 



miE# 2003-3083148 



#M 2002-236129 



^-■x: 395/ 



ATOM 1065 
ATOM 1066 
ATOM 1067 
ATOM 1068 
ATOM 1069 
ATOM 1070 
ATOM 1071 
ATOM 1072 
ATOM 1073 
ATOM 1074 
ATOM 1075 
ATOM 1076 
ATOM 1077 
ATOM 1078 
ATOM 1079 
ATOM 1080 
ATOM 1081 
ATOM 1082 
ATOM 1083 
ATOM 1084 
ATOM 1085 
ATOM 1086 
ATOM 1087 
ATOM 1088 
ATOM 1089 
ATOM 1090 
ATOM 1091 
ATOM 1092 
ATOM 1093 



CB 


LEU 


A 


76 


CG 


LEU 


A 


76 


CD1 


LEU 


A 


76 


CD2 


LEU 


A 


76 


H 


LEU 


A 


76 


HA 


LEU 


A 


76 


1HB 


LEU 


A 


76 


2HB 


LEU 


A 


76 


HG 


LEU 


A 


76 


1HD1 


LEU 


A 


76 


2HD1 


LEU 


A 


76 


3HD1 


LEU 


A 


76 


1HD2 


LEU 


A 


76 


2HD2 


LEU 


A 


76 


3HD2 


LEU 


A 


76 


N 


LYS 


A 


77 


CA 


LYS 


A 


77 


C 


LYS 


A 


77 


0 


LYS 


A 


77 


CB 


LYS 


A 


77 


CG 


LYS 


A 


77 


CD 


LYS 


A 


77 


CE 


LYS 


A 


77 


NZ 


LYS 


A 


77 


H 


LYS 


A 


77 


HA 


LYS 


A 


77 


1HB 


LYS 


A 


77 


2HB 


LYS 


A 


77 


1HG 


LYS 


A 


77 



161.023 -5.147 

161.915 -4.055 

161.985 -4.187 

163.309 -4.116 

159.244 -4.819 

159.597 -3.794 

160.998 -5.979 

161.469 -5.483 

161.491 -3.088 

161.129 -4.740 

161.987 -3.203 

162.890 -4.708 

163.238 -4.403 

163.903 -4.844 

163.778 -3.146 

158.974 -5.644 

158.350 -6.593 

156.836 -6.610 

156. 193 -7. 648 

158.918 -7.997 

160.436 -8.038 

161.044 -7.809 

162.497 -7.372 

163.335 -7.988 

159.473 -4.884 

158.575 -6.278 

158.538 -8.382 

158.587 -8.637 

160.787 -7.268 



7.437 


1. 


00 


0.00 


8.031 


1. 


00 


0.00 


9.545 


1. 


00 


0.00 


7.425 


1. 


00 


0.00 


9.235 


1. 


00 


0.00 


6.595 


1. 


00 


0.00 


8.127 


1. 


00 


0.00 


6.513 


1. 


00 


0.00 


7.800 


1. 


00 


0.00 


9.897 


1. 


00 


0.00 


9.991 


1. 


00 


0.00 


9.819 


1. 


00 


0.00 


6.386 


1. 


00 


0.00 


7.959 


1. 


00 


0.00 


7.499 


1. 


00 


0.00 


4.990 


1. 


00 


0.00 


4.075 


1. 


00 


0.00 


4.257 


1. 


00 


0.00 


4.097 


1. 


00 


0.00 


4.297 


1. 


00 


0.00 


4.345 


1. 


00 


0.00 


2.971 


1. 


00 


0.00 


3.069 


1.00 


0.00 


2.004 


1. 


00 


0.00 


4.623 


1. 


00 


0.00 


3.067 


1. 


00 


0.00 


5.231 


1. 


00 


0.00 


3.492 


1. 


00 


0.00 


5.015 


1. 


00 


0.00 



miE# 2003-3083148 



m 2002-236 129 



^-vl 396/ 



ATOM 1094 
ATOM 1095 
ATOM 1096 
ATOM 1097 
ATOM 1098 
ATOM 1099 
ATOM 1100 
ATOM 1101 
ATOM 1102 
ATOM 1103 
ATOM 1104 
ATOM 1105 
ATOM 1106 
ATOM 1107 
ATOM 1108 
ATOM 1109 
ATOM 1110 
ATOM 1111 
ATOM 1112 
ATOM 1113 
ATOM 1114 
ATOM 1115 
ATOM 1116 
ATOM 1117 
ATOM 1118 
ATOM 1119 
ATOM 1120 
ATOM 1121 
ATOM 1122 



2HG LYS A 

1HD LYS A 

2HD LYS A 

1HE LYS A 

2HE LYS A 

1HZ LYS A 

2HZ LYS A 

3HZ LYS A 

N LYS A 

CA LYS A 

C LYS A 
LYS A 
LYS A 



0 

CB 
CG 
CD 
CE 
NZ 
H 

HA 



LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
LYS A 
1HB LYS A 
2HB LYS A 
1HG LYS A 
2HG LYS A 
1HD LYS A 
2HD LYS A 
1HE LYS A 
2HE LYS A 
1HZ LYS A 
2HZ LYS A 



77 160.749 
77 160.993 
77 160.480 
77 162.544 
77 162.883 
77 164.058 
77 162.743 

77 163.809 

78 156.273 
78 154.833 
78 154.337 
78 153.462 
78 154.482 
78 154.975 
78 154.548 
78 153.329 
78 152.528 
78 156.838 
78 154.350 
78 154.920 
78 153.408 
78 154.567 
78 156.054 
78 155.363 
78 154.310 
78 152.709 
78 153.660 
78 151.535 
78 152.568 



-9.005 4.710 1.00 0.00 

-8.729 2.407 1.00 0.00 

-7.041 2.462 1.00 0.00 

-6.298 2.975 1.00 0.00 

-7.667 4.034 1.00 0.00 

-7.312 1.683 1.00 0.00 

-8.255 1.192 1.00 0.00 

-8.840 2.368 1.00 0.00 

-5.453 4.593 1.00 0.00 

-5.336 4.796 1.00 0.00 

-3.953 4.387 1.00 0.00 

-3.379 5.035 1.00 0.00 

-5.606 6.260 1.00 0.00 

-6.951 6.768 1.00 0.00 

-7.196 8.206 1.00 0.00 

-8.101 8.279 1.00 0.00 

-7.854 9.510 1.00 0.00 

-4.661 4.705 1.00 0.00 

-6.076 4.177 1.00 0.00 

-4.831 6.873 1.00 0.00 

-5.575 6.372 1.00 0.00 

-7.732 6.143 1.00 0.00 

-6.971 6.712 1.00 0.00 

-7.662 8.738 1.00 0.00 

-6.247 8.667 1.00 0.00 

-7.919 7.414 1.00 0.00 

-9.129 8.274 1.00 0.00 

-8.120 9.347 1.00 0.00 

-6.849 9.768 1.00 0.00 



ffifiE# 2003-3083148 



mm 2002-236129 



397/ 



ATOM 1123 
ATOM 1124 
ATOM 1125 
ATOM 1126 
ATOM 1127 
ATOM 1128 
ATOM 1129 
ATOM 1130 
ATOM 1131 
ATOM 1132 
ATOM 1133 
ATOM 1134 
ATOM 1135 
ATOM 1136 
ATOM 1137 
ATOM 1138 
ATOM 1139 
ATOM 1140 
ATOM 1141 
ATOM 1142 
ATOM 1143 
ATOM 1144 
ATOM 1145 
ATOM 1146 
ATOM 1147 
ATOM 1148 
ATOM 1149 
ATOM 1150 
ATOM 1151 



3HZ 


LYS A 


78 


N 


ALA A 


79 


CA 


ALA A 


79 


C 


ALA A 


79 


0 


ALA A 


79 


CB 


ALA A 


79 


H 


ALA A 


79 


HA 


ALA A 


79 


1HB 


ALA A 


79 


2HB 


ALA A 


79 


3HB 


ALA A 


79 


N 


LEU A 


80 


CA 


LEU A 


80 


C 


LEU A 


80 


0 


LEU A 


80 


CB 


LEU A 


80 


CG 


LEU A 


80 


CD1 


LEU A 


80 


CD2 


LEU A 


80 


H 


LEU A 


80 


HA 


LEU A 


80 


1HB 


LEU A 


80 


2HB 


LEU A 


80 


HG 


LEU A 


80 


1HD1 


LEU A 


80 


2HD1 LEU A 


80 


3HD1 LEU A 


80 


1HD2 LEU A 


80 


2HD2 LEU A 


80 



152.903 -8.419 

154.903 -3.423 

154.517 -2.107 

154. 453 -2. 093 

155.479 -1.991 

155.491 -1.050 

155.595 -3.929 

153.538 -1.876 

154.952 -0.139 

156.234 -0.858 

155.976 -1.402 

153.242 -2.196 

153. 045 -2. 195 

152.259 -0.964 

151.060 -0.857 

152.312 -3.465 

152.003 -3.553 

153.212 -4.072 

150.795 -4.445 

152.462 -2.275 

154. 018 -2. 173 

152.919 -4.317 

151.379 -3.521 

151.773 -2.566 

154.113 -3.837 

153.251 -3.604 

153. 131 -5. 142 

149.892 -3.857 

150.775 -5.234 



10.299 1.00 0.00 
3.306 1.00 0.00 
2.811 1.00 0.00 
1.287 1.00 0.00 
0.614 1.00 0.00 
3.310 1.00 0.00 
2.832 1.00 0.00 
3.204 1.00 0.00 
3.526 1.00 0.00 
2.551 1.00 0.00 
4.208 1.00 0.00 
0.749 1.00 0.00 
-0.696 1.00 0.00 
-1.137 1.00 0.00 
-0.880 1.00 0.00 
-1.132 1.00 0.00 
-2.627 1.00 0.00 
-3.391 1.00 0.00 
-2.870 1.00 0.00 
1.338 1.00 0.00 
-1.164 1.00 0.00 
-0.859 1.00 0.00 
-0.592 1.00 0.00 
-3.000 1.00 0.00 
-2.843 1.00 0.00 
-4.364 1.00 0.00 
-3.509 1.00 0.00 
-2.792 1.00 0.00 
-2.131 1.00 0.00 



ffilBjf 2003-3083148 



2002-236129 



^-v : 398/ 



ATOM 1152 


3HD2 


LEU A 


80 150.858 


ATOM 1153 


N 


PHE A 


81 152.943 


ATOM 1154 


CA 


PHE A 


81 152.309 


ATOM 1155 


C 


PHE A 


81 151.493 


ATOM 1156 


0 


PHE A 


81 151.877 


ATOM 1157 


CB 


PHE A 


81 153.364 


ATOM 1158 


CG 


PHE A 


81 154.090 


ATOM 1159 


CD1 


PHE A 


81 155.218 


ATOM 1160 


CD2 


PHE A 


81 153.645 


ATOM 1161 


CE1 


PHE A 


81 155.888 


ATOM 1162 


CE2 


PHE A 


81 154.311 


ATOM 1163 


CZ 


PHE A 


81 155.435 


ATOM 1164 


H 


PHE A 


81 153.896 


ATOM 1165 


HA 


PHE A 


81 151.646 


ATOM 1166 


1HB 


PHE A 


81 154. 096 


ATOM 1167 


2HB 


PHE A 


81 152.885 


ATOM 1168 


HD1 


PHE A 


81 155.574 


ATOM 1169 


HD2 


PHE A 


81 152.767 


ATOM 1170 


HE1 


PHE A 


81 156.766 


ATOM 1171 


HE2 


PHE A 


81 153.954 


ATOM 1172 


HZ 


PHE A 


81 155.957 


ATOM 1173 


N 


VAL A 


82 150.364 


ATOM 1174 


CA 


VAL A 


82 149.494 


ATOM 1175 


C 


VAL A 


82 148.612 


ATOM 1176 


0 


VAL A 


82 148.497 


ATOM 1177 


CB 


VAL A 


82 148.598 


ATOM 1178 


CGI 


VAL A 


82 149.428 


ATOM 1179 


CG2 


VAL A 


82 147.827 


ATOM 1180 


H 


VAL A 


82 150.111 



-4. 877 
-0.039 
1.184 
0.917 
0.102 
2.255 
2.718 
2.048 
3.822 
2.471 
4.250 
3.573 
-0. 182 
1.538 
1.859 
3.115 
1.187 
4.351 
1.940 
5.111 
3.906 
1.608 
1.444 
2.671 
3.519 
0.200 
-1.071 
0.243 
2.242 



-3. 857 
-1.802 
-2. 279 
-3. 540 
-4. 379 
-2. 559 
-1.328 
-0.880 
-0. 619 
0.252 
0.515 
0.950 
-1.977 
-1.505 
-3. 247 
-3. 006 
-1.426 
-0.958 
0.591 
1.059 
1.835 
-3. 667 
-4. 825 
-5. 027 
-4.142 
-4.684 
-4. 779 
-3. 373 
-2.965 



1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 
1.00 0.00 



&fiE# 2003-3083148 



mm 2002 



-236129 



^-v: 399/ 



ATOM 1181 
ATOM 1182 
ATOM 1183 
ATOM 1184 
ATOM 1185 
ATOM 1186 
ATOM 1187 
ATOM 1188 
ATOM 1189 
ATOM 1190 
ATOM 1191 
ATOM 1192 
ATOM 1193 
ATOM 1194 
ATOM 1195 
ATOM 1196 
ATOM 1197 
ATOM 1198 
ATOM 1199 
ATOM 1200 
ATOM 1201 
ATOM 1202 
ATOM 1203 
ATOM 1204 
ATOM 1205 
ATOM 1206 
ATOM 1207 
ATOM 1208 
ATOM 1209 



HA VAL 


A 


82 


HB VAL 


A 


82 


1HG1 VAL 


A 


82 


2HG1 VAL 


A 


82 


3HG1 VAL 


A 


82 


1HG2 VAL 


A 


82 


2HG2 VAL 


A 


82 


3HG2 VAL 


A 


82 


N LYS 


A 


83 


CA LYS 


A 


83 


C LYS 


A 


83 


0 LYS 


A 


83 


CB LYS 


A 


83 


CG LYS 


A 


83 


CD LYS 


A 


83 


CE LYS 


A 


83 


NZ LYS 


A 


83 


H LYS 


A 


83 


HA LYS 


A 


83 


1HB LYS 


A 


83 


2HB LYS 


A 


83 


IHG LYS 


A 


83 


2HG LYS 


A 


83 


1HD LYS 


A 


83 


2HD LYS 


A 


83 


1HE LYS 


A 


83 


2HE LYS 


A 


83 


1HZ LYS 


A 


83 


2HZ LYS 


A 


83 



150.120 1.314 

147. 885 0. 200 

150.036 -1.038 

148. 771 -1. 927 

150.066 -1.150 

148. 388 0. 808 

147.675 -0.762 

146. 869 0. 716 

147. 991 2. 760 

147.118 3.884 

145. 833 3. 826 

145. 108 2. 831 

146. 786 3. 890 

148. 004 4. 058 

147. 623 4. 036 

148. 408 5. 068 

148. 692 4. 605 

148. 122 2. 052 

147. 645 4. 793 

146. 305 2. 957 

146. 104 4. 703 

148.476 5.002 

148. 695 3. 251 

147. 829 3. 055 

146.568 4.250 

147. 833 5. 980 

149. 343 5. 258 

147. 835 4. 193 

149.440 3.882 



-5.697 1.00 0.00 
-5.496 1.00 0.00 
-5.671 1.00 0.00 
-4.824 1.00 0.00 
-3.912 1.00 0.00 
-2.643 1.00 0.00 
-3.011 1.00 0.00 
-3.534 1.00 0.00 
-6.199 1.00 0.00 
-6.518 1.00 0.00 
-5.700 1.00 0.00 
-5.732 1.00 0.00 
-8.012 1.00 0.00 
-8.904 1.00 0.00 
-10.376 1.00 0.00 
-11.171 1.00 0.00 
-12.557 1.00 0.00 
-6.864 1.00 0.00 
-6.272 1.00 0.00 
-8.265 1.00 0.00 
-8.214 1.00 0.00 
-8.680 1.00 0.00 
-8.709 1.00 0.00 
-10.778 1.00 0.00 
-10.469 1.00 0.00 
-11.217 1.00 0.00 
-10.664 1.00 0.00 
-12.979 1.00 0.00 
-12.546 1.00 0.00 



tBfD£# 2003-3083148 



ATOM 


1210 


3HZ 


LYS A 


ATOM 


1211 


N 


LEU A 


ATOM 


1212 


CA 


LEU A 


ATOM 


1213 


C 


LEU A 


ATOM 


1214 


0 


LEU A 


ATOM 


1215 


CB 


LEU A 


ATOM 


1216 


CG 


LEU A 


ATOM 


1217 


CD1 


LEU A 


ATOM 


1218 


CD2 


LEU A 


ATOM 


1219 


H 


LEU A 


ATOM 


1220 


HA 


LEU A 


ATOM 


1221 


1HB 


LEU A 


ATOM 


1222 


2HB 


LEU A 


ATOM 


1223 


HG 


LEU A 


ATOM 


1224 


1HD1 


LEU A 


ATOM 


1225 


2HD1 


LEU A 


ATOM 


1226 


3HD1 


LEU A 


ATOM 


1227 


1HD2 


LEU A 


ATOM 


1228 


2HD2 


LEU A 


ATOM 


1229 


3HD2 


LEU A 


ATOM 


1230 


N 


LYS A 


ATOM 


1231 


CA 


LYS A 


ATOM 


1232 


C 


LYS A 


ATOM 


1233 


0 


LYS A 


ATOM 


1234 


CB 


LYS A 


ATOM 


1235 


CG 


LYS A 


ATOM 


1236 


CD 


LYS A 


ATOM 


1237 


CE 


LYS A 


ATOM 


1238 


NZ 


LYS A 





2 0 0 2 


-2 3 6 


83 


149. 006 


5.404 


84 


145. 559 


4.900 


84 


144. 362 


4.977 


84 


143. 103 


4.813 


84 


142. 124 


4.210 


84 


144. 324 


6.314 


84 


143. 055 


6.569 


84 


143. 085 


5.777 


84 


142. 896 


8.055 


84 


146. 177 


5.660 


84 


144.405 


4.175 


84 


145. 170 


6.352 


84 


144. 426 


7.107 


84 


142. 197 


6.243 


84 


142. 799 


4.753 


84 


142. 394 


6.214 


84 


144.083 


5.798 


84 


143. 784 


8.425 


84 


142. 040 


8.209 


84 


142. 750 


8.586 


85 


143. 138 


5.352 


85 


141.999 


5.264 


85 


141.717 


3.814 


85 


140. 589 


3.461 


85 


142. 259 


6.093 


85 


143.453 


5.615 


85 


143. 781 


6.575 


85 


144. 955 


7.474 


85 


144. 679 


8.301 



12 9 

-13.143 1.00 0.00 
-4.967 1.00 0.00 
-4.138 1.00 0.00 
-4.985 1.00 0.00 
-4.547 1.00 0.00 
-3.395 1.00 0.00 
-2.580 1.00 0.00 
-1.283 1.00 0.00 
-2.295 1.00 0.00 
-4.986 1.00 0.00 
-3.419 1.00 0.00 
-2.725 1.00 0.00 
-4.120 1.00 0.00 
-3.150 1.00 0.00 
-1.479 1.00 0.00 
-0.577 1.00 0.00 
-0.870 1.00 0.00 
-1.805 1.00 0.00 
-1.654 1.00 0.00 
-3.224 1.00 0.00 
-6.199 1.00 0.00 
-7.106 1.00 0.00 
-7.488 1.00 0.00 
-7.832 1.00 0.00 
-8.365 1.00 0.00 
-9.173 1.00 0.00 

-10.306 1.00 0.00 
-9.953 1.00 0.00 
-8.746 1.00 0.00 
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BwEW 2003-3083148 
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ATOM 1239 


H 


LYS A 


85 143.948 


ATOM 1240 


HA 


LYS A 


85 141.137 


ATOM 1241 


1HB 


LYS A 


85 141.384 


ATOM 1242 


2HB 


LYS A 


85 142.433 


ATOM 1243 


1HG 


LYS A 


85 144.310 


ATOM 1244 


2HG 


LYS A 


85 143.229 


ATOM 1245 


1HD 


LYS A 


85 144.031 


ATOM 1246 


2HD 


LYS A 


85 142.914 


ATOM 1247 


1HE 


LYS A 


85 145.821 


ATOM 1248 


2HE 


LYS A 


85 145.154 


ATOM 1249 


1HZ 


LYS A 


85 145.546 


ATOM 1250 


2HZ 


LYS A 


85 144.337 


ATOM 1251 


3HZ 


LYS A 


85 143.953 


ATOM 1252 


N 


SER A 


86 142.750 


ATOM 1253 


CA 


SER A 


86 142.608 


ATOM 1254 


C 


SER A 


86 142.494 


ATOM 1255 


0 


SER A 


86 142.923 


ATOM 1256 


CB 


SER A 


86 143.800 


ATOM 1257 


OG 


SER A 


86 143.657 


ATOM 1258 


H 


SER A 


86 143.625 


ATOM 1259 


HA 


SER A 


86 141.704 


ATOM 1260 


1HB 


SER A 


86 144.707 


ATOM 1261 


2HB 


SER A 


86 143.866 


ATOM 1262 


HG 


SER A 


86 143.468 


ATOM 1263 


N 


CYS A 


87 141.913 


ATOM 1264 


CA 


CYS A 


87 141.742 


ATOM 1265 


C 


CYS A 


87 140.267 


ATOM 1266 


0 


CYS A 


87 139.397 


ATOM 1267 


CB 


CYS A 


87 142.347 



2 3 6 1 2 9 ^- v : 401/ 

5.819 -6.491 1.00 0.00 
5.662 -6.595 1.00 0.00 
6.050 -8.997 1.00 0.00 
7.118 -8.077 1.00 0.00 
5.538 -8.521 1.00 0.00 
4.643 -9.590 1.00 0.00 
6.004 -11.188 1.00 0.00 
7.189 -10.506 1.00 0.00 
6.858 -9.766 1.00 0.00 
8.129 -10.789 1.00 0.00 
8.784 -8.437 1.00 0.00 
7.698 -7.970 1.00 0.00 
9.015 -8.959 1.00 0.00 
2.976 -7.427 1.00 0.00 
1.565 -7.767 1.00 0.00 
0.710 -6.509 1.00 0.00 
-0.444 -6.490 1.00 0.00 

1.100 -8.607 1.00 0.00 

1.500 -9.959 1.00 0.00 

3.314 -7.147 1.00 0.00 

1.453 -8.347 1.00 0.00 

1.531 -8.211 1.00 0.00 

0.023 -8.568 1.00 0.00 

2.440 -9.997 1.00 0.00 

1.284 -5.460 1.00 0.00 

0.575 -4.198 1.00 0.00 

0.304 -3.923 1.00 0.00 

1.064 -4.346 1.00 0.00 

1.382 -3.048 1.00 0.00 
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-236129 



^-v: 402/ 



ATOM 1268 SG CYS A 87 144.153 1.474 -3.0811.00 0.00 

ATOM 1269 H CYS A 87 141.592 2.207 -5.537 1.00 0.00 

ATOM 1270 HA CYS A 87 142.262 -0.369 -4.274 1.00 0.00 

ATOM 1271 1HB CYS A 87 141.968 2.393 -3.089 1.00 0.00 

ATOM 1272 2HB CYS A 87 142.057 0.933 -2.110 1.00 0.00 

ATOM 1273 HG CYS A 87 144.471 1.371 -2.1811.00 0.00 

ATOM 1274 N ARG A 88 139.992 -0.786 -3.212 1.00 0.00 

ATOM 1275 CA ARG A 88 138.620 -1.156 -2.882 1.00 0.00 

ATOM 1276 C ARG A 88 138.440 -1.289 -1.372 1.00 0.00 

ATOM 1277 0 ARG A 88 139.327 -1.781 -0.674 1.00 0.00 

ATOM 1278 CB ARG A 88 138.247 -2.472 -3.569 1.00 0.00 

ATOM 1279 CG ARG A 88 137.641 -2.286 -4.950 1.00 0.00 

ATOM 1280 CD ARG A 88 136.123 -2.374 -4.909 1.00 0.00 

ATOM 1281 NE ARG A 88 135.530 -2.222 -6.236 1.00 0.00 

ATOM 1282 CZ ARG A 88 135.476 -1.068 -6.897 1.00 0.00 

ATOM 1283 NH1 ARG A 88 135.977 0.037 -6.359 1.00 0.00 

ATOM 1284 NH2 ARG A 88 134.919 -1.019 -8.099 1.00 0.00 

ATOM 1285 H ARG A 88 140.729 -1.354 -2.903 1.00 0.00 

ATOM 1286 HA ARG A 88 137.971 -0.374 -3.246 1.00 0.00 

ATOM 1287 1HB ARG A 88 139.136 -3.077 -3.669 1.00 0.00 

ATOM 1288 2HB ARG A 88 137.533 -2.997 -2.953 1.00 0.00 

ATOM 1289 1HG ARG A 88 137.924 -1.316 -5.330 1.00 0.00 

ATOM 1290 2HG ARG A 88 138.019 -3.056 -5.606 1.00 0.00 

ATOM 1291 1HD ARG A 88 135.842 -3.335 -4.507 1.00 0.00 

ATOM 1292 2HD ARG A 88 135.749 -1.591 -4.265 1.00 0.00 

ATOM 1293 HE ARG A 88 135.152 -3.023 -6.656 1.00 0.00 

ATOM 1294 1HH1 ARG A 88 136.399 0.007 -5.453 1.00 0.00 

ATOM 1295 2HH1 ARG A 88 135.934 0.901 -6.8611.00 0.00 

ATOM 1296 1HH2 ARG A 88 134.539 -1.848 -8.509 1.00 0.00 
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403/ 



ATOM 1297 


2HH2 ARG A 


ATOM 1298 


N 


PRO A 


ATOM 1299 


CA 


PRO A 


ATOM 1300 


C 


PRO A 


ATOM 1301 


0 


PRO A 


ATOM 1302 


CB 


PRO A 


ATOM 1303 


CG 


PRO A 


ATOM 1304 


CD 


PRO A 


ATOM 1305 


HA 


PRO A 


ATOM 1306 


1HB 


PRO A 


ATOM 1307 


2HB 


PRO A 


ATOM 1308 


1HG 


PRO A 


ATOM 1309 


2HG 


PRO A 


ATOM 1310 


1HD 


PRO A 


ATOM 1311 


2HD 


PRO A 


ATOM 1312 


N 


ASP A 


ATOM 1313 


CA 


ASP A 


ATOM 1314 


C 


ASP A 


ATOM 1315 


0 


ASP A 


ATOM 1316 


CB 


ASP A 


ATOM 1317 


CG 


ASP A 


ATOM 1318 


0D1 


ASP A 


ATOM 1319 


0D2 


ASP A 


ATOM 1320 


H 


ASP A 


ATOM 1321 


HA 


ASP A 


ATOM 1322 


1HB 


ASP A 


ATOM 1323 


2HB 


ASP A 


ATOM 1324 


N 


SER A 


ATOM 1325 


CA 


SER A 



88 134.878 

89 137.282 
89 136.995 
89 137.153 
89 136.565 
89 135.534 
89 135.303 
89 136.166 
89 137.622 
89 134.889 
89 135.394 
89 134.262 
89 135.596 
89 135.619 

89 136.522 

90 137.949 
90 138.183 
90 137.359 
90 137.749 
90 139.668 
90 140.101 
90 139.932 
90 140.609 
90 138.389 
90 137.878 
90 140.253 

90 139.866 

91 136.220 
91 135.343 



-0.152 -8.596 1.00 0.00 

-0.854 -0.841 1.00 0.00 

-0.931 0.595 1.00 0.00 

-2.347 1.140 1.00 0.00 

-3.293 0.616 1.00 0.00 

-0.482 0.696 1.00 0.00 

0.344 -0.521 1.00 0.00 

-0.254 -1.596 1.00 0.00 

-0.257 1.160 1.00 0.00 

-1.349 0.715 1.00 0.00 

0.097 1.597 1.00 0.00 

0.297 -0.805 1.00 0.00 

1.367 -0.332 1.00 0.00 

-1.009 -2.142 1.00 0.00 

0.515 -2.265 1.00 0.00 

-2.484 2.196 1.00 0.00 

-3.784 2.811 1.00 0.00 

-3.937 4.086 1.00 0.00 

-3.455 5.149 1.00 0.00 

-3.964 3.127 1.00 0.00 

-5.416 3.066 1.00 0.00 

-6.041 1.997 1.00 0.00 

-5.928 4.085 1.00 0.00 

-1.691 2.569 1.00 0.00 

-4.544 2.107 1.00 0.00 

-3.403 2.413 1.00 0.00 

-3.589 4.120 1.00 0.00 

-4.611 3.972 1.00 0.00 

-4.826 5.118 1.00 0.00 
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ATOM 1326 
ATOM 1327 
ATOM 1328 
ATOM 1329 
ATOM 1330 
ATOM 1331 
ATOM 1332 
ATOM 1333 
ATOM 1334 
ATOM 1335 
ATOM 1336 
ATOM 1337 
ATOM 1338 
ATOM 1339 
ATOM 1340 
ATOM 1341 
ATOM 1342 
ATOM 1343 
ATOM 1344 
ATOM 1345 
ATOM 1346 
ATOM 1347 
ATOM 1348 
ATOM 1349 
ATOM 1350 
ATOM 1351 
ATOM 1352 
ATOM 1353 
ATOM 1354 



c 


SER A 


91 


0 


SER A 


91 


CB 


SER A 


91 


OG 


SER A 


91 


H 


SER A 


91 


HA 


SER A 


91 


1HB 


SER A 


91 


2HB 


SER A 


91 


HG 


SER A 


91 


N 


ARG A 


92 


CA 


ARG A 


92 


C 


ARG A 


92 


0 


ARG A 


92 


CB 


ARG A 


92 


CG 


ARG A 


92 


CD 


ARG A 


92 


NE 


ARG A 


92 


CZ 


ARG A 


92 


NH1 


ARG A 


92 


NH2 


ARG A 


92 


H 


ARG A 


92 


HA 


ARG A 


92 


1HB 


ARG A 


92 


2HB 


ARG A 


92 


1HG 


ARG A 


92 


2HG 


ARG A 


92 


1HD 


ARG A 


92 


2HD 


ARG A 


92 


HE 


ARG A 


92 



135. 563 -6. 209 

134.646 -6.803 

133.879 -4.667 

133. 091 -4. 194 

135.962 -4.972 

135.579 -4.079 

133.812 -3.962 

133.492 -5.624 

132.300 -4.732 

136.787 -6.715 

137.126 -8.028 

137.058 -8.025 

136.757 -9.045 

138.525 -8.444 

138.648 -8.601 

137. 984 -9. 879 

136.678 -9.622 

136.048 -10.481 

136.599 -11.654 

134.864 -10.169 

137.477 -6.195 

136.406 -8.738 

139.234 -7.696 

138.776 -9.388 

138.176 -7.758 

139.696 -8.627 

138.623 -10.346 

137.856 -10.545 

136.248 -8.764 



5.723 1.00 0.00 
6.289 1.00 0.00 
4.702 1.00 0.00 
5.781 1.00 0.00 
3.098 1.00 0.00 
5.859 1.00 0.00 
3.887 1.00 0.00 
4.383 1.00 0.00 
5.861 1.00 0.00 
5.600 1.00 0.00 

6.137 1.00 0.00 
7.660 1.00 0.00 
8.281 1.00 0.00 
5.677 1.00 0.00 
4.171 1.00 0.00 
3.686 1.00 0.00 
3.082 1.00 0.00 
2.285 1.00 0.00 
1.994 1.00 0.00 
1.777 1.00 0.00 
5.139 1.00 0.00 
5.757 1.00 0.00 
5.999 1.00 0.00 

6.138 1.00 0.00 
3.690 1.00 0.00 
3.906 1.00 0.00 
2.952 1.00 0.00 
4.527 1.00 0.00 
3.281 1.00 0.00 
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ATOM 1355 


1HH1 


ARG A 


92 137.492 - 


■11.896 


2.373 1.00 0.00 


ATOM 1356 


2HH1 


ARG A 


92 136. 120 - 


■12. 295 


1.395 1.00 0.00 


ATOM 1357 


1HH2 


ARG A 


92 


t O A AAA 

134.444 


-9. 288 


1.993 1.00 0.00 


ATOM 1358 


2HH2 


ARG A 


92 


i Oil OAA 

134.390 - 


-10.815 


1.177 1.00 0.00 


ATOM 1359 


N 


PHE A 


oo 

93 


137. 340 


-6. 872 


8.258 1.00 0.00 


ATOM 1360 


CA 


PHE A 


oo 

93 


137. 310 


-6.734 


9.709 1.00 0.00 


ATOM 1361 


C 


PHE A 


o o 

93 


136. 350 


-5. 627 


10.133 1.00 0.00 


ATOM 1362 


0 


PHE A 


r\ o 

93 


136. 554 


-4. 973 


11.155 1.00 0.00 


ATOM 1363 


CB 


PHE A 


o o 

93 


T OO f71 O 

138. 713 


-6.439 


10.243 1.00 0.00 


ATOM 1364 


CG 


PHE A 


O o 

93 


■t oo f~i o r* 

139. 735 


-7.465 


9.842 1.00 0.00 


ATOM 1365 


CDl 


PHE A 


93 


i JA 1 irt 

140. 148 


-7. 570 


8.523 1.00 0.00 


ATOM 1366 


CD2 


PHE A 


93 


140. 281 


-8. 323 


10.782 1.00 0.00 


ATOM 1367 


CE1 


PHE A 


r\ o 

93 


i j i r\r\r\ 

141.090 


-8.512 


8.151 1.00 0.00 


ATOM 1368 


CE2 


PHE A 


o o 

93 


1 J i OOO 

141.222 


-9. 267 


10.416 1.00 0.00 


ATOM 1369 


CZ 


PHE A 


93 


141. 626 


-9. 361 


9.099 1.00 0.00 


ATOM 1370 


H 


PHE A 


93 


-* or? f r?o 

137. 572 


-6. 093 


7.709 1.00 0.00 


ATOM 1371 


HA 


PHE A 


oo 

93 


i o f O /"* /" 

136. 966 


-7. 671 


10.124 1.00 0.00 


ATOM 1372 


1HB 


PHE A 


O o 

93 


t oo OOO 

139. 039 


-5.481 


9.867 1.00 0.00 


ATOM 1373 


2HB 


PHE A 


93 


1 oo /**oo 

138. 680 


-6.406 


11.321 1.00 0.00 


ATOM 1374 


HD1 


PHE A 


Aft 

93 


1 oo r? O T 

139. 731 


-6.905 


7.782 1.00 0.00 


ATOM 1375 


HD2 


PHE A 


o o 
93 


139. 965 


-8.250 


11.813 1.00 0.00 


ATOM 1376 


HE1 


PHE A 


AO 

93 


1 i 1 OO 

141. 403 


-8. 585 


7.120 1.00 0.00 


ATOM 1377 


HE2 


PHE A 


AO 

93 


"1 A 1 /* OO 

141. 639 


-9.930 


11.159 1.00 0.00 


ATOM 1378 


HZ 


PHE A 


93 


142. 361 


-10.099 


8.811 1.00 0.00 


ATOM 1379 


N 


ALA A 


94 


135. 303 


-5.421 


9.339 1.00 0.00 


ATOM 1380 


CA 


ALA A 


94 


134. 313 


-4.393 


9.632 1.00 0.00 


ATOM 1381 


C 


ALA A 


94 


133. 083 


-4. 992 


10.307 1.00 0.00 


ATOM 1382 


0 


ALA A 


94 


132. 438 


-5.889 


9.763 1.00 0.00 


ATOM 1383 


CB 


ALA A 


94 


133. 918 


-3.663 


8.357 1.00 0.00 
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ATOM 1384 
ATOM 1385 
ATOM 1386 
ATOM 1387 
ATOM 1388 
ATOM 1389 
ATOM 1390 
ATOM 1391 
ATOM 1392 
ATOM 1393 
ATOM 1394 
ATOM 1395 
ATOM 1396 
ATOM 1397 
ATOM 1398 
ATOM 1399 
ATOM 1400 
ATOM 1401 
ATOM 1402 
ATOM 1403 
ATOM 1404 
ATOM 1405 
ATOM 1406 
ATOM 1407 
ATOM 1408 
ATOM 1409 
ATOM 1410 
ATOM 1411 
ATOM 1412 



H ALA A 

HA ALA A 

1HB ALA A 

2HB ALA A 

3HB ALA A 

N SER A 

CA SER A 

C SER A 

0 SER A 

CB SER A 

OG SER A 

H SER A 

HA SER A 

1HB SER A 

2HB SER A 

HG SER A 

N LEU A 

CA LEU A 
LEU A 
LEU A 

CB LEU A 

CG LEU A 

CD1 LEU A 

CD2 LEU A 

H LEU A 

HA LEU A 

1HB LEU A 

2HB LEU A 

HG LEU A 



C 
0 



94 135.195 
94 134.765 
94 134.109 
94 132.867 

94 134.498 

95 132.763 
95 131.610 
95 130.308 
95 129.946 
95 131.664 
95 131.564 
95 133.315 
95 131.648 
95 130.845 
95 132.600 

95 132.373 

96 129.608 
96 128.346 
96 127.436 
96 126.247 
96 128.601 
96 127.648 
96 128.191 
96 127.421 
96 129.949 
96 127.859 
96 129.611 
96 128.520 
96 126.695 



-5.975 8.537 1.00 0.00 

-3.677 10.302 1.00 0.00 

-2.606 8.472 1.00 0.00 

-3.819 8. 161 1.00 0.00 

-4.044 7.530 1.00 0.00 

-4.490 11.495 1.00 0.00 

-4.975 12.245 1.00 0.00 

-4.529 11.587 1.00 0.00 

-3.354 11.637 1.00 0.00 

-4.470 13.688 1.00 0.00 

-3.058 13.739 1.00 0.00 

-3.776 11.877 1.00 0.00 

-6.054 12.249 1.00 0.00 

-4.897 14.247 1.0.0 0.00 

-4.770 14.136 1.00 0.00 

-2.667 13.400 1.00 0.00 

-5.477 10.970 1.00 0.00 

-5.182 10.302 1.00 0.00 

-6.404 10.293 1.00 0.00 

-6.309 10.601 1.00 0.00 

-4.708 8.870 1.00 0.00 

-3.623 8.366 1.00 0.00 

-2.242 8.694 1.00 0.00 

-3.768 6.869 1.00 0.00 

-6.395 10.965 1.00 0.00 

-4.393 10.851 1.00 0.00 

-4.326 8.814 1.00 0.00 

-5.561 8.212 1.00 0.00 

-3. 733 8. 862 1. 00 0. 00 
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ATOM 1413 
ATOM 1414 
ATOM 1415 
ATOM 1416 
ATOM 1417 
ATOM 1418 
ATOM 1419 
ATOM 1420 
ATOM 1421 
ATOM 1422 
ATOM 1423 
ATOM 1424 
ATOM 1425 
ATOM 1426 
ATOM 1427 
ATOM 1428 
ATOM 1429 
ATOM 1430 
ATOM 1431 
ATOM 1432 
ATOM 1433 
ATOM 1434 
ATOM 1435 
ATOM 1436 
ATOM 1437 
ATOM 1438 
ATOM 1439 
ATOM 1440 
ATOM 1441 



1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLN A 



CA 
C 
0 
CB 
CG 
CD 



GLN A 
GLN A 
GLN A 
GLN A 
GLN A 
GLN A 
0E1 GLN A 
NE2 GLN A 
H GLN A 
HA GLN A 
1HB GLN A 
2HB GLN A 
1HG GLN A 
2HG GLN A 
1HE2 GLN A 
2HE2 GLN A 
N PRO A 
CA PRO A 
C PRO A 
0 PRO A 
CB PRO A 
CG PRO A 



96 129.269 
96 127.889 
96 127.801 
96 126.537 
96 128.275 

96 127.289 

97 128.003 
97 127.247 
97 126.955 
97 125.796 
97 128.014 
97 127.274 
97 127.055 
97 127.736 
97 126.102 
97 128.953 
97 126.309 
97 128.959 
97 128.202 
97 127.849 
97 126.311 
97 125.600 

97 125.939 

98 128.007 
98 127.855 
98 127.388 
98 127.027 
98 129.266 
98 130.167 



-2.255 8.634 1.00 0.00 

-1.963 9.694 1.00 0.00 

-1.524 7.987 1.00 0.00 

-4.363 6.695 1.00 0.00 

-4.253 6.421 1.00 0.00 

-2.790 6.429 1.00 0.00 

-7.548 9.937 1.00 0.00 

-8.794 9.885 1.00 0.00 

-9.315 11.292 1.00 0.00 

-9.457 11.681 1.00 0.00 

-9.848 9.081 1.00 0.00 

-10.326 7.843 1.00 0.00 

-9.219 6.831 1.00 0.00 

-8.193 6.859 1.00 0.00 

-9.421 5.929 1.00 0.00 

-7.555 9.703 1.00 0.00 

-8.591 9.390 1.00 0.00 

-9.428 8.770 1.00 0.00 

-10.703 9.714 1.00 0.00 

-11.112 7.376 1.00 0.00 

-10.716 8.143 1.00 0.00 

-10.262 5.967 1.00 0.00 

-8.721 5.262 1.00 0.00 

-9.608 12.075 1.00 0.00 

-10.116 13.442 1.00 0.00 

-9.036 14.412 1.00 0.00 

-7.933 14.001 1.00 0.00 

-10.584 13.802 1.00 0.00 

-9.736 12.973 1.00 0.00 
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ATOM 1442 
ATOM 1443 
ATOM 1444 
ATOM 1445 
ATOM 1446 
ATOM 1447 
ATOM 1448 
ATOM 1449 
ATOM 1450 
ATOM 1451 
ATOM 1452 
ATOM 1453 
ATOM 1454 
ATOM 1455 
ATOM 1456 
ATOM 1457 
ATOM 1458 
ATOM 1459 
ATOM 1460 
ATOM 1461 
ATOM 1462 
ATOM 1463 
ATOM 1464 
ATOM 1465 
ATOM 1466 
ATOM 1467 
ATOM 1468 
ATOM 1469 
ATOM 1470 



CD 


PRO A 


98 


HA 


PRO A 


98 


1HB 


PRO A 


98 


2HB 


PRO A 


98 


1HG 


PRO A 


98 


2HG 


PRO A 


98 


1HD 


PRO A 


98 


2HD 


PRO A 


98 


N 


SER A 


99 


CA 


SER A 


99 


C 


SER A 


99 


0 


SER A 


99 


CB 


SER A 


99 


OG 


SER A 


99 


H 


SER A 


99 


HA 


SER A 


99 


1HB 


SER A 


99 


2HB 


SER A 


99 


HG 


SER A 


99 


N 


GLY A 


100 


CA 


GLY A 


100 


C 


GLY A 


100 


0 


GLY A 


100 


H 


GLY A 


100 


1HA 


GLY A 


100 


2HA 


GLY A 


100 


N 


PRO A 


101 


CA 


PRO A 


101 


C 


PRO A 


101 



129.426 -9.470 
127. 174 -10. 952 
129.439 -10.434 
129.375 -11.630 
130.372 -8.809 
131.086 -10.266 
129.634 -8.470 

129.695 -10.199 
127.397 -9.361 
126.974 -8.420 
128.013 -8.325 
127.894 -8.984 
125.624 -8.841 
125.449 -10.245 

127.696 -10.257 
126.869 -7.449 
125.573 -8.545 
124.830 -8.359 
125.229 -10.489 
129.034 -7.502 
130.080 -7.338 
129.626 -6.514 
128.689 -5.723 
129.076 -7.003 
130.389 -8.312 
130.925 -6.847 
130.277 -6.678 
129.924 -5.935 
130.281 -4.456 



11.691 1.00 0.00 
13.480 1.00 0.00 
14.858 1.00 0.00 
13.558 1.00 0.00 
13.488 1.00 0.00 
12.772 1.00 0.00 
11.337 1.00 0.00 
10.941 1.00 0.00 
15.700 1.00 0.00 
16.730 1.00 0.00 
17.842 1.00 0.00 
18.875 1.00 0.00 
17.313 1.00 0.00 
17.232 1.00 0.00 
15.965 1.00 0.00 
16.269 1.00 0.00 
18.351 1.00 0.00 
16.762 1.00 0.00 
16.329 1.00 0.00 
17.623 1.00 0.00 
18.614 1.00 0.00 
19.806 1.00 0.00 
19.694 1.00 0.00 
16.780 1.00 0.00 
18.962 1.00 0.00 
18.153 1.00 0.00 
20.969 1.00 0.00 
22.183 1.00 0.00 
22.081 1.00 0.00 



£BfE# 2003-3083148 



S^m 2002-236129 



^-v : 409/ 



ATOM 1471 


0 


PRO A 101 130. 835 


-4.008 


ATOM 1472 


CB 


PRO A 101 130. 760 


-6.613 


ATOM 1473 


CG 


PRO A 101 131.923 


-7. 196 


ATOM 1474 


CD 


PRO A 101 131.408 


-7.600 


ATOM 1475 


HA 


PRO A 101 128. 874 


-6.036 


ATOM 1476 


1HB 


PRO A 101 131.075 


-5. 877 


ATOM 1477 


2HB 


PRO A 101 130. 173 


-7.379 


ATOM 1478 


1HG 


PRO A 101 132.702 


-6.456 


ATOM 1479 


2HG 


PRO A 101 132.292 


-8.060 


ATOM 1480 


1HD 


PRO A 101 132. 171 


-7.462 


ATOM 1481 


2HD 


PRO A 101 131.071 


-8. 625 


ATOM 1482 


N 


SER A 102 129.959 


-3.702 


ATOM 1483 


CA 


SER A 102 130. 245 


-2.272 


ATOM 1484 


C 


SER A 102 131.024 


-1.897 


ATOM 1485 


0 


SER A 102 132. 035 


-1.200 


ATOM 1486 


CB 


SER A 102 128.945 


-1.469 


ATOM 1487 


OG 


SER A 102 127.980 


-2. 124 


ATOM 1488 


H 


SER A 102 129.518 


-4. 116 


ATOM 1489 


HA 


SER A 102 130.847 


-2.037 


ATOM 1490 


1HB 


SER A 102 128. 544 


-1.353 


ATOM 1491 


2HB 


SER A 102 129. 146 


-0.495 


ATOM 1492 


HG 


SER A 102 128.380 


-2.382 


ATOM 1493 


N 


SER A 103 130. 545 


-2.367 


ATOM 1494 


CA 


SER A 103 131.197 


-2. 082 


ATOM 1495 


C 


SER A 103 130. 874 


-3. 160 


ATOM 1496 


0 


SER A 103 131.771 


-3. 823 


ATOM 1497 


CB 


SER A 103 130.760 


-0.712 


ATOM 1498 


OG 


SER A 103 131.620 


0.311 


ATOM 1499 


H 


SER A 103 129. 734 


-2. 918 



21.078 1.00 0.00 
23.272 1.00 0.00 
22.548 1.00 0.00 
21.194 1.00 0.00 
22.418 1.00 0.00 
23.998 1.00 0.00 
23.757 1.00 0.00 
22.446 1.00 0.00 
23.080 1.00 0.00 
20.442 1.00 0.00 
21.207 1.00 0.00 
23.127 1.00 0.00 
23.156 1.00 0.00 
24.413 1.00 0.00 
24.344 1.00 0.00 
23.089 1.00 0.00 
22.284 1.00 0.00 
23.899 1.00 0.00 
22.291 1.00 0.00 
24.086 1.00 0.00 
22.668 1.00 0.00 
21.450 1.00 0.00 
25.561 1.00 0.00 
26.834 1.00 0.00 
27.863 1.00 0.00 
28.384 1.00 0.00 
27.358 1.00 0.00 
26.891 1.00 0.00 
25.551 1.00 0.00 



ffilE# 2003-3083148 











12 0 0 2 


-236129 


ATOM 


1500 


HA 


SER A 103 


132. 262 


-2. 069 


26.665 1.00 0.00 


ATOM 


1501 


1HB 


SER A 103 129.756 


-0. 503 


27.021 1.00 0.00 


ATOM 


1502 


2HB 


SER A 103 


130. 783 


-0. 720 


28.438 1.00 0.00 


ATOM 


1503 


HG 


SER A 103 


132. 396 


0.360 


27.455 1.00 0.00 


ATOM 


1504 


N 


GLY A 104 


129. 588 


-3. 329 


28.153 1.00 0.00 


ATOM 


1505 


CA 


GLY A 104 


129. 170 


-4. 328 


29.119 1.00 0.00 


ATOM 


1506 


C 


GLY A 104 


127. 832 


-4. 001 


29.751 1.00 0.00 


ATOM 


1507 


0 


GLY A 104 


127. 823 


-3. 345 


30.815 1.00 0.00 


ATOM 


1508 


OXT 


GLY A 104 


126. 794 


-4. 397 


29.183 1.00 0.00 


ATOM 


1509 


H 


GLY A 104 


128.917 


-2. 771 


27.707 1.00 0.00 


ATOM 


1510 


1HA 


GLY A 104 


129.097 


-5.284 


28.622 1.00 0.00 


ATOM 


1511 


2HA 


GLY A 104 


129.917 


-4. 395 


29.897 1.00 0.00 


TER 


1512 




GLY A 104 








ENDMDL 













^-s> : 410/ 



[0 10 5] 

















ATOM 1 


N 


GLY A 


1 


135.862 


21.326 


-5.428 1.00 0.00 


ATOM 2 


CA 


GLY A 


1 


136.784 


22.453 


-5.740 1.00 0.00 


ATOM 3 


C 


GLY A 


1 


136.436 


23. 144 


-7.044 1.00 0.00 


ATOM 4 


0 


GLY A 


1 


135.778 


24. 184 


-7.046 1.00 0.00 


ATOM 5 


1H 


GLY A 


1 


134.965 


21.447 


-5.941 1.00 0.00 


ATOM 6 


2H 


GLY A 


1 


135. 664 


21.298 


-4.408 1.00 0.00 


ATOM 7 


3H 


GLY A 


1 


136. 294 


20.423 


-5.712 1.00 0.00 


ATOM 8 


1HA 


GLY A 


1 


136. 736 


23. 175 


-4.938 1.00 0. 00 


ATOM 9 


2HA 


GLY A 


1 


137. 793 


22. 071 


-5.805 1.00 0.00 


ATOM 10 


N 


SER A 


2 


136. 880 


22. 565 


-8.154 1.00 0.00 


ATOM 11 


CA 


SER A 


2 136.611 


23. 132 


-9.471 1.00 0.00 


ATOM 12 


C 


SER A 


2 


135. 133 


23.008 


-9.825 1.00 0.00 



mtE# 2003-3083148 



mm 2002 



-236129 



^-vl 411/ 



ATOM 


13 


0 


SER A 


2 134.622 


21.906 


ATOM 


14 


CB 


SER A 


2 


137.463 


22.432 


ATOM 


15 


OG 


SER A 


2 


137. 904 


23.351 


ATOM 


16 


H 


SER A 


2 


137. 399 


21. 736 


ATOM 


17 


HA 


SER A 


2 


136. 876 


24. 178 


ATOM 


18 


1HB 


SER A 


2 


138. 326 


21.986 


ATOM 


19 


2HB 


SER A 


2 


136.876 


21.663 


ATOM 


20 


HG 


SER A 


2 


138. 856 


23.456 


ATOM 


21 


N 


SER A 


3 


134.452 


24. 146 


ATOM 


22 


CA 


SER A 


3 


133. 032 


24. 166 


ATOM 


23 


C 


SER A 


3 


132. 822 


24. 039 


ATOM 


24 


0 


SER A 


3 


133. 076 


24. 979 


ATOM 


25 


CB 


SER A 


3 


132. 385 


25.455 


ATOM 


26 


OG 


SER A 


3 


132. 929 


26. 590 


ATOM 


27 


H 


SER A 


3 


134.915 


24. 993 


ATOM 


28 


HA 


SER A 


3 


132.567 


23. 323 


ATOM 


29 


1HB 


SER A 


3 


131.323 


25.422 


ATOM 


30 


2HB 


SER A 


3 


132.558 


25. 547 


ATOM 


31 


HG 


SER A 


3 


132. 626 


26. 615 


ATOM 


32 


N 


GLY A 


4 


132. 358 


22. 871 


ATOM 


33 


CA 


GLY A 


4 


132. 122 


22. 643 


ATOM 


34 


C 


GLY A 


4 


132. 095 


21. 169 


ATOM 


35 


0 


GLY A 


4 


132. 285 


20. 314 


ATOM 


36 


H 


GLY A 


4 


132. 174 


22. 159 


ATOM 


37 


1HA 


GLY A 


4 


131. 175 


23. 084 


ATOM 


38 


2HA 


GLY A 


4 


132.906 


23. 123 


ATOM 


39 


N 


SER A 


5 


131.857 


20. 871 


ATOM 


40 


CA 


SER A 


5 


131.806 


19.490 


ATOM 


41 


C 


SER A 


5 130.700 


18.717 



10.024 1.00 0.00 
10.532 1.00 0.00 
11.518 1.00 0.00 
-8.087 1.00 0.00 
-9.441 1.00 0.00 
10.063 1.00 0.00 
11.012 1.00 0.00 
•11.454 1.00 0.00 
-9.904 1.00 0.00 
■10.234 1.00 0.00 
-11.740 1.00 0.00 
-12.494 1.00 0.00 
-9.725 1.00 0.00 
-10.375 1.00 0.00 
-9.735 1.00 0.00 
-9.747 1.00 0.00 
-9.915 1.00 0.00 
-8.663 1.00 0.00 
-11.286 1.00 0.00 
-12.172 1.00 0.00 
-13.585 1.00 0.00 
-13.938 1.00 0.00 
-13.073 1.00 0.00 
-11.525 1.00 0.00 
-13.857 1.00 0.00 
-14.151 1.00 0.00 
-15.211 1.00 0.00 
-15.676 1.00 0.00 
-14.963 1.00 0.00 



mfiE# 2003-3083148 



#JM 2002-236129 



^-v ! 412/ 



ATOM 42 


0 


SER A 


5 


130. 136 


ATOM 43 


CB 


SER A 


5 


133. 153 


ATOM 44 


OG 


SER A 


5 


133.460 


ATOM 45 


H 


SER A 


5 


131.714 


ATOM 46 


HA 


SER A 


5 


131.593 


ATOM 47 


1HB 


SER A 


5 


133.930 


ATOM 48 


2HB 


SER A 


5 


133.118 


ATOM 49 


HG 


SER A 


5 


133. 809 


ATOM 50 


N 


SER A 


6 


130.397 


ATOM 51 


CA 


SER A 


6 


129. 360 


ATOM 52 


C 


SER A 


6 


129.754 


ATOM 53 


0 


SER A 


6 


129. 519 


ATOM 54 


CB 


SER A 


6 


128. 031 


ATOM 55 


OG 


SER A 


6 


128. 003 


ATOM 56 


H 


SER A 


6 


130. 884 


ATOM 57 


HA 


SER A 


6 


129. 244 


ATOM 58 


1HB 


SER A 


6 


127. 897 


ATOM 59 


2HB 


SER A 


6 


127. 222 


ATOM 60 


HG 


SER A 


6 


127. 925 


ATOM 61 


N 


GLY A 


7 


130. 352 


ATOM 62 


CA 


GLY A 


7 


130. 769 


ATOM 63 


C 


GLY A 


7 131.372 


ATOM 64 


0 


GLY A 


7 


132. 589 


ATOM 65 


H 


GLY A 


7 


130. 513 


ATOM 66 


1HA 


GLY A 


7 


129. 910 


ATOM 67 


2HA 


GLY A 


7 


131.502 


ATOM 68 


N 


LEU A 


8 


130. 520 


ATOM 69 


CA 


LEU A 


8 


130. 974 


ATOM 70 


C 


LEU A 


8 


130. 399 



19.190 -13.977 1.00 0.00 
18.803 -15.448 1.00 0.00 
17.916 -16.510 1.00 0.00 
21.598 -15.853 1.00 0.00 
19.505 -16.734 1.00 0.00 
19.550 -15.385 1.00 0.00 
18.242 -14.526 1.00 0.00 
18.414 -17.252 1.00 0.00 
17.527 -15.469 1.00 0.00 
16.689 -14.880 1.00 0.00 
15.216 -14.934 1.00 0.00 
14.536 -15.934 1.00 0.00 
16.900 -15.608 1.00 0.00 
18.156 -16.264 1.00 0.00 
17.203 -16.256 1.00 0.00 
16.980 -13.847 1.00 0.00 
16.121 -16.343 1.00 0.00 
16.863 -14.893 1.00 0.00 
18.856 -15.612 1.00 0.00 
14.729 -13.853 1.00 0.00 
13.340 -13.798 1.00 0.00 
12.967 -12.458 1.00 0.00 
12.825 -12.335 1.00 0.00 
15.317 -13.085 1.00 0.00 
12.711 -13.981 1.00 0.00 
13.165 -14.571 1.00 0.00 
12.809 -11.450 1.00 0.00 
12.451 -10.112 1.00 0.00 
11.105 -9.684 1.00 0.00 



J±liE#2 003-3083148 



Sfcm 2002-236129 



^-v: 413/ 



ATOM 71 


0 


LEU A 


ATOM 72 


CB 


LEU A 


ATOM 73 


CG 


LEU A 


ATOM 74 


CD1 


LEU A 


ATOM 75 


CD2 


LEU A 


ATOM 76 


H 


LEU A 


ATOM 77 


HA 


LEU A 


ATOM 78 


1HB 


LEU A 


ATOM 79 


2HB 


LEU A 


ATOM 80 


HG 


LEU A 


ATOM 81 


1HD1 


LEU A 


ATOM 82 


2HD1 LEU A 


ATOM 83 


3HD1 LEU A 


ATOM 84 


1HD2 LEU A 


ATOM 85 


2HD2 LEU A 


ATOM 86 


3HD2 LEU A 


ATOM 87 


N 


ALA A 


ATOM 88 


CA 


ALA A 


ATOM 89 


C 


ALA A 


ATOM 90 


0 


ALA A 


ATOM 91 


CB 


ALA A 


ATOM 92 


H 


ALA A 


ATOM 93 


HA 


ALA A 


ATOM 94 


1HB 


ALA A 


ATOM 95 


2HB 


ALA A 


ATOM 96 


3HB 


ALA A 


ATOM 97 


N 


MET A 


ATOM 98 


CA 


MET A 


ATOM 99 


C 


MET A 



8 129.312 


10.718 - 


-10.114 1.00 0.00 


8 130.573 


13. 532 


-9.107 1.00 0.00 


8 


130. 735 


14.970 


-9.605 1.00 0.00 


8 129.892 


15. 921 


-8.770 1.00 0.00 


8 132.199 


15. 382 


-9.570 1.00 0.00 


8 


129.561 


12.936 • 


-11.611 1.00 0.00 


8 


132.051 


12.376 • 


-10.136 1.00 0.00 


8 


129.538 


13. 379 


-8.841 1.00 0.00 


8 


131.177 


13.412 


-8.221 1.00 0.00 


8 


130.392 


15.031 


-10.627 1.00 0.00 


8 


129. 871 


16. 892 


-9.242 1.00 0.00 


8 


130.321 


16.010 


-7.782 1.00 0.00 


8 


128.885 


15. 537 


-8.692 1.00 0.00 


8 


132. 656 


15. 168 


-10.525 1.00 0.00 


8 


132.710 


14. 832 


-8.795 1.00 0.00 


8 


132. 270 


16.441 


-9.367 1.00 0.00 


9 


131.134 


10. 395 


-8.834 1.00 0.00 


9 


130. 696 


9.092 


-8.348 1.00 0.00 


9 


131.453 


8.694 


-7.086 1.00 0.00 


9 


131.772 


7.522 


-6.886 1.00 0.00 


9 


130.878 


8.038 


-9.430 1.00 0.00 


9 


131.991 


10. 756 


-8.527 1.00 0.00 


9 


129. 643 


9.160 


-8.118 1.00 0.00 


9 


129. 990 


7.996 


-10.045 1.00 0.00 


9 


131.042 


7.075 


-8.970 1.00 0.00 


9 


131.728 


8.295 


-10.044 1.00 0.00 


10 


131.737 


9.675 


-6.238 1.00 0.00 


10 


132.457 


9.427 


-4.994 1.00 0.00 


10 


132.314 


10. 608 


-4.035 1.00 0.00 



fcBaE# 2003-3083148 



!&m. 2002-236129 



^-v I 414/ 



ATOM 100 


0 


MET A 


ATOM 101 


CB 


MET A 


ATOM 102 


CG 


MET A 


ATOM 103 


SD 


MET A 


ATOM 104 


CE 


MET A 


ATOM 105 


H 


MET A 


ATOM 106 


HA 


MET A 


ATOM 107 


1HB 


MET A 


ATOM 108 


2HB 


MET A 


ATOM 109 


1HG 


MET A 


ATOM 110 


2HG 


MET A 


ATOM 111 


1HE 


MET A 


ATOM 112 


2HE 


MET A 


ATOM 113 


3HE 


MET A 


ATOM 114 


N 


PRO A 


ATOM 115 


CA 


PRO A 


ATOM 116 


C 


PRO A 


ATOM 117 


0 


PRO A 


ATOM 118 


CB 


PRO A 


ATOM 119 


CG 


PRO A 


ATOM 120 


CD 


PRO A 


ATOM 121 


HA 


PRO A 


ATOM 122 


1HB 


PRO A 


ATOM 123 


2HB 


PRO A 


ATOM 124 


1HG 


PRO A 


ATOM 125 


2HG 


PRO A 


ATOM 126 


1HD 


PRO A 


ATOM 127 


2HD 


PRO A 


ATOM 128 


N 


PRO A 



10 133.291 11.291 

10 133.936 9.159 

10 134.602 10.248 

10 136.400 10.200 

10 136.829 11.766 

10 131.456 10.589 

10 132.025 8.550 

10 134.463 9.076 

10 134.023 8.226 

10 134.315 10.123 

10 134.259 11.209 

10 137.179 11.598 

10 137.606 12.244 

10 135.957 12.404 

11 131.087 10.866 
11 130.821 11.971 
11 131.642 11.867 
11 132.251 12.845 
11 129.326 11.848 
11 128.762 11.010 
11 129.869 10.103 
11 131.015 12.926 
11 129.192 11.379 
11 128.878 12.831 
11 127.936 10.427 
11 128.436 11.641 
11 129.843 9.171 

11 129.794 9.920 

12 131.677 10.677 



-3.728 1.00 0.00 
-5.280 1.00 0.00 
-6.106 1.00 0.00 
-5.997 1.00 0.00 
-6.751 1.00 0.00 
-6.452 1.00 0.00 
-4.532 1.00 0.00 
-4.342 1.00 0.00 
-5.817 1.00 0.00 
-7.140 1.00 0.00 
-5.752 1.00 0.00 
-7.758 1.00 0.00 
-6.174 1.00 0.00 
-6.776 1.00 0.00 
-3.550 1.00 0.00 
-2.624 1.00 0.00 
-1.340 1.00 0.00 
-0.908 1.00 0.00 
-2.315 1.00 0.00 
-3.412 1.00 0.00 
-3.867 1.00 0.00 
-3.092 1.00 0.00 
-1.351 1.00 0.00 
-2.304 1.00 0.00 
-3.036 1.00 0.00 
-4.225 1.00 0.00 
-3.321 1.00 0.00 
-4.929 1.00 0.00 
-0.709 1.00 0.00 

fcfclE# 2003-3083148 



#JH 2002-236129 



^-v! 415/ 



ATOM 129 


CA 


PRO A 


ATOM 130 


C 


PRO A 


ATOM 131 


0 


PRO A 


ATOM 132 


CB 


PRO A 


ATOM 133 


CG 


PRO A 


ATOM 134 


CD 


PRO A 


ATOM 135 


HA 


PRO A 


ATOM 136 


1HB 


PRO A 


ATOM 137 


2HB 


PRO A 


ATOM 138 


1HG 


PRO A 


ATOM 139 


2HG 


PRO A 


ATOM 140 


1HD 


PRO A 


ATOM 141 


2HD 


PRO A 


ATOM 142 


N 


GLY A 


ATOM 143 


CA 


GLY A 


ATOM 144 


C 


GLY A 


ATOM 145 


0 


GLY A 


ATOM 146 


H 


GLY A 


ATOM 147 


1HA 


GLY A 


ATOM 148 


2HA 


GLY A 


ATOM 149 


N 


ASN A 


ATOM 150 


CA 


ASN A 


ATOM 151 


C 


ASN A 


ATOM 152 


0 


ASN A 


ATOM 153 


CB 


ASN A 


ATOM 154 


CG 


ASN A 


ATOM 155 


0D1 


ASN A 


ATOM 156 


ND2 


ASN A 


ATOM 157 


H 


ASN A 



12 132.438 10.469 

12 133.904 10.857 

12 134.589 11.145 

12 132.309 8.965 

12 131.074 8.556 

12 130.989 9.447 

12 132.008 11.017 

12 133.180 8.455 

12 132.223 8.783 

12 131.149 7.522 

12 130.212 8.703 

12 131.501 8.996 

12 129.959 9.647 

13 134.378 10.862 
13 135.761 11.216 
13 136.420 10.278 
13 136.953 10.716 
13 133.785 10.624 
13 135.794 12.220 

13 136.311 11.187 

14 136.385 8.983 
14 136.984 7.980 
14 136.171 6.690 
14 136.322 5.861 
14 138.424 7.694 
14 139.315 8.916 
14 140.077 9.056 
14 139.222 9.809 
14 135.946 8.697 



0.528 1.00 0.00 
0.370 1.00 0.00 

1.352 1.00 0.00 
0.784 1.00 0.00 
0.061 1.00 0.00 
-1.146 1.00 0.00 

1.353 1.00 0.00 
0.397 1.00 0.00 
1.845 1.00 0.00 

-0.240 1.00 0.00 
0.695 1.00 0.00 
-1.984 1.00 0.00 
-1.395 1.00 0.00 
-0.872 1.00 0.00 
-1.136 1.00 0.00 
-2.127 1.00 0.00 
-3.146 1.00 0.00 
-1.616 1.00 0.00 
-1.531 1.00 0.00 
-0.208 1.00 0.00 
-1.827 1.00 0.00 
-2.698 1.00 0.00 
-2.683 1.00 0.00 
-1.785 1.00 0.00 
-2.268 1.00 0.00 
-2.382 1.00 0.00 
-3.338 1.00 0.00 
-1.403 1.00 0.00 
-0.999 1.00 0.00 
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ATOM 158 
ATOM 159 
ATOM 160 
ATOM 161 
ATOM 162 
ATOM 163 
ATOM 164 
ATOM 165 
ATOM 166 
ATOM 167 
ATOM 168 
ATOM 169 
ATOM 170 
ATOM 171 
ATOM 172 
ATOM 173 
ATOM 174 
ATOM 175 
ATOM 176 
ATOM 177 
ATOM 178 
ATOM 179 
ATOM 180 
ATOM 181 
ATOM 182 
ATOM 183 
ATOM 184 
ATOM 185 
ATOM 186 



HA 


ASN A 


14 


1HB 


ASN A 


14 


2HB 


ASN A 


14 


1HD2 ASN A 


14 


2HD2 ASN A 


14 


N 


SER A 


15 


CA 


SER A 


15 


C 


SER A 


15 


0 


SER A 


15 


CB 


SER A 


15 


OG 


SER A 


15 


H 


SER A 


15 


HA 


SER A 


15 


1HB 


SER A 


15 


2HB 


SER A 


15 


HG 


SER A 


15 


N 


HIS A 


16 


CA 


HIS A 


16 


C 


HIS A 


16 


0 


HIS A 


16 


CB 


HIS A 


16 


CG 


HIS A 


16 


ND1 


HIS A 


16 


CD2 


HIS A 


16 


CEl 


HIS A 


16 


NE2 


HIS A 


16 


H 


HIS A 


16 


HA 


HIS A 


16 


1HB 


HIS A 


16 



136.990 8.375 

138.428 7.364 

138.832 6.914 

138. 593 9. 631 

139.787 10.609 

135.310 6.527 

134. 470 5. 338 

133.494 5.253 

132. 317 5. 585 

135.336 4.076 

135.576 3.678 

135.237 7.224 

133.905 5.413 

136. 284 4. 272 

134.832 3.273 

136. 355 4. 129 

133.990 4.808 

133. 161 4. 680 

133.758 5.463 

133. 046 6. 158 

133.007 3.208 

131.982 2.480 

130. 635 2. 772 

132.113 1.469 

129.982 1.969 

130.856 1.170 

134. 936 4. 559 

132.187 5.087 

133.953 2.708 



-3.704 1.00 0.00 
-1.240 1.00 0.00 
-2.894 1.00 0.00 
-0.673 1.00 0.00 
-1.451 1.00 0.00 
-3.682 1.00 0.00 
-3.787 1.00 0.00 
-2.616 1.00 0.00 
-2.753 1.00 0.00 
-3.840 1.00 0.00 
-5.179 1.00 0.00 
-4.368 1.00 0.00 
-4.704 1.00 0.00 
-3.361 1.00 0.00 
-3.323 1.00 0.00 
-5.512 1.00 0.00 
-1.466 1.00 0.00 
-0.273 1.00 0.00 
0.892 1.00 0.00 
1.616 1.00 0.00 
0.111 1.00 0.00 
-0.703 1.00 0.00 
-0.652 1.00 0.00 
-1.593 1.00 0.00 
-1.475 1.00 0.00 
-2.059 1.00 0.00 
-1.419 1.00 0.00 
-0.502 1.00 0.00 
-0.024 1.00 0.00 
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ATOM 187 


2HB 


HIS A 


16 132.715 


3.143 


1.149 1.00 0.00 


ATOM 188 


HD1 


HIS A 


16 130.219 


3.462 


-0.095 1.00 0.00 


ATOM 189 


HD2 


HIS A 


16 


133.035 


0.986 


-1.884 1.00 0.00 


ATOM 190 


HE1 


HIS A 


16 


128.915 


1.969 


-1.642 1.00 0.00 


ATOM 191 


HE2 


HIS A 


16 130.650 


0.540 


-2.779 1.00 0.00 


ATOM 192 


N 


GLY A 


17 


135.070 


5.345 


1.066 1.00 0.00 


ATOM 193 


CA 


GLY A 


17 


135.741 


6.047 


2.144 1.00 0.00 


ATOM 194 


C 


GLY A 


17 137.087 


5.436 


2.485 1.00 0.00 


ATOM 195 


0 


GLY A 


17 137.242 


4.806 


3.530 1.00 0.00 


ATOM 196 


H 


GLY A 


17 


135.587 


4.777 


0.457 1.00 0.00 


ATOM 197 


1HA 


GLY A 


17 


135.889 


7.076 


1.853 1.00 0.00 


ATOM 198 


2HA 


GLY A 


17 


135. 113 


6.019 


3.022 1.00 0.00 


ATOM 199 


N 


LEU A 


18 


138.060 


5.623 


1.600 1.00 0.00 


ATOM 200 


CA 


LEU A 


18 


139.399 


5.086 


1.811 1.00 0.00 


ATOM 201 


C 


LEU A 


18 


140.344 


6. 167 


2.328 1.00 0.00 


ATOM 202 


0 


LEU A 


18 


140. 685 


7.103 


1.606 1.00 0.00 


ATOM 203 


CB 


LEU A 


18 


139. 946 


4.493 


0.511 1.00 0.00 


ATOM 204 


CG 


LEU A 


18 


139. 060 


3.428 


-0.138 1.00 0.00 


ATOM 205 


CD1 


LEU A 


18 


139. 482 


3.188 


-1.579 1.00 0.00 


ATOM 206 


CD2 


LEU A 


18 


139.115 


2.134 


0.659 1.00 0.00 


ATOM 207 


H 


LEU A 


18 137.874 


6.134 


0.784 1.00 0.00 


ATOM 208 


HA 


LEU A 


18 


139.328 


4.303 


2.551 1.00 0.00 


ATOM 209 


1HB 


LEU A 


18 


140. 082 


5.298 


-0.196 1.00 0.00 


ATOM 210 


2HB 


LEU A 


18 140.908 


4.051 


0.718 1.00 0.00 


ATOM 211 


HG 


LEU A 


18 


138.037 


3.776 


-0.144 1.00 0.00 


ATOM 212 


1HD1 LEU A 


18 


139.230 


2. 178 


-1.864 1.00 0.00 


ATOM 213 


2HD1 LEU A 


18 


140.549 


3.332 


-1.670 1.00 0.00 


ATOM 214 


3HD1 LEU A 


18 138.969 


3.883 


-2.226 1.00 0.00 


ATOM 215 


1HD2 LEU A 


18 


140. 134 


1.935 


0.954 1.00 0.00 
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ATOM 216 


2HD2 


LEU A 


ATOM 217 


3HD2 


LEU A 


ATOM 218 


N 


GLU A 


ATOM 219 


CA 


GLU A 


ATOM 220 


C 


GLU A 


ATOM 221 


0 


GLU A 


ATOM 222 


CB 


GLU A 


ATOM 223 


CG 


GLU A 


ATOM 224 


CD 


GLU A 


ATOM 225 


0E1 


GLU A 


ATOM 226 


0E2 


GLU A 


ATOM 227 


H 


GLU A 


ATOM 228 


HA 


GLU A 


ATOM 229 


1HB 


GLU A 


ATOM 230 


2HB 


GLU A 


ATOM 231 


1HG 


GLU A 


ATOM 232 


2HG 


GLU A 


ATOM 233 


N 


VAL A 


ATOM 234 


CA 


VAL A 


ATOM 235 


C 


VAL A 


ATOM 236 


0 


VAL A 


ATOM 237 


CB 


VAL A 


ATOM 238 


CGI 


VAL A 


ATOM 239 


CG2 


VAL A 


ATOM 240 


H 


VAL A 


ATOM 241 


HA 


VAL A 


ATOM 242 


HB 


VAL A 


ATOM 243 


1HG1 VAL A 


ATOM 244 


2HG1 VAL A 



18 138.751 1.320 

18 138.497 2.226 

19 140.763 6.029 
19 141.670 6.993 
19 142.671 6.294 
19 142.581 5.089 
19 140.878 8.036 
19 139.943 7.432 
19 138.972 8.446 
19 138.749 8.429 
19 138.435 9.259 
19 140.458 5.260 
19 142.209 7.491 
19 141.573 8.686 
19 140.288 8.623 
19 139.378 6.637 

19 140.535 7.027 

20 143.626 7.060 
20 144.644 6.514 
20 144.014 5.893 
20 143.157 6.499 
20 145.649 7.598 
20 146.811 6.976 
20 146.147 8.381 
20 143.645 8.015 
20 145.184 5.750 
20 145.142 8.284 
20 147.087 6.042 
20 146.517 6.793 



0.050 1.00 0.00 
1.540 1.00 0.00 
3.581 1.00 0.00 
4.194 1.00 0.00 
5.108 1.00 0.00 
5.338 1.00 0.00 
4.986 1.00 0.00 
6.022 1.00 0.00 
6.592 1.00 0.00 
7.820 1.00 0.00 
5.810 1.00 0.00 
4.107 1.00 0.00 

3.402 1.00 0.00 

5.497 1.00 0.00 

4.298 1.00 0.00 

5.558 1.00 0.00 

6.830 1.00 0.00 

5.626 1.00 0.00 

6.516 1.00 0.00 

7.757 1.00 0.00 

8.401 1.00 0.00 

6.952 1.00 0.00 

7.710 1.00 0.00 

5.747 1.00 0.00 

5.406 1.00 0.00 

5.976 1.00 0.00 

7.615 1.00 0.00 

7.244 1.00 0.00 

8.733 1.00 0.00 
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ATOM 245 


3HG1 VAL A 


20 


147. 655 


7.650 


ATOM 246 


1HG2 VAL A 


20 147.116 


8.803 


ATOM 247 


2HG2 VAL A 


20 


145.451 


9.175 


ATOM 248 


3HG2 VAL A 


20 


146. 227 


7.720 


ATOM 249 


N 


GLY A 


21 


144.445 


4. 680 


ATOM 250 


CA 


GLY A 


21 


143.912 


3.996 


ATOM 251 


C 


GLY A 


21 


142.916 


2.914 


ATOM 252 


0 


GLY A 


21 


142. 848 


1.876 


ATOM 253 


H 


GLY A 


21 


145. 130 


4.247 


ATOM 254 


1HA 


GLY A 


21 


144. 730 


3.548 


ATOM 255 


2HA 


GLY A 


21 


143.424 


4.720 


ATOM 256 


N 


SER A 


22 


142. 142 


3. 158 


ATOM 257 


CA 


SER A 


22 


141. 145 


2. 196 


ATOM 258 


C 


SER A 


22 


141.791 


1.093 


ATOM 259 


0 


SER A 


22 


142. 817 


1.309 


ATOM 260 


CB 


SER A 


22 


140. 061 


2.901 


ATOM 261 


OG 


SER A 


22 


139. 134 


3.563 


ATOM 262 


H 


SER A 


22 


142. 245 


4.005 


ATOM 263 


HA 


SER A 


22 


140. 691 


1.752 


ATOM 264 


1HB 


SER A 


22 140.522 


3.631 


ATOM 265 


2HB 


SER A 


22 


139. 532 


2.172 


ATOM 266 


HG 


SER A 


22 


139. 608 


4.049 


ATOM 267 


N 


LEU A 


23 


141. 182 


-0. 088 


ATOM 268 


CA 


LEU A 


23 141.698 


-1.224 


ATOM 269 


C 


LEU A 


23 


141.307 


-1. 125 


ATOM 270 


0 


LEU A 


23 


140. 274 


-0. 549 


ATOM 271 


CB 


LEU A 


23 


141. 177 


-2. 535 


ATOM 272 


CG 


LEU A 


23 


141. 354 


-2. 680 


ATOM 273 


CD1 


LEU A 


23 


140. 277 


-3. 584 



7.693 1.00 0.00 
5.967 1.00 0.00 
5.521 1.00 0.00 
4.897 1.00 0.00 
8.089 1.00 0.00 
9.253 1.00 0.00 
8.885 1.00 0.00 
9.542 1.00 0.00 
7.539 1.00 0.00 
9.799 1.00 0.00 
9.888 1.00 0.00 
7.834 1.00 0.00 
7.379 1.00 0.00 
6.546 1.00 0.00 
5.902 1.00 0.00 
6.561 1.00 0.00 
7.404 1.00 0.00 
7.350 1.00 0.00 
8.253 1.00 0.00 
5.911 1.00 0.00 
5.965 1.00 0.00 
8.083 1.00 0.00 
6.563 1.00 0.00 
5.809 1.00 0.00 
4.338 1.00 0.00 
3.998 1.00 0.00 
6.399 1.00 0.00 
7.911 1.00 0.00 
8.491 1.00 0.00 
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ATOM 274 


CD2 


LEU A 


23 


142. 738 


-3. 221 


8.235 1.00 0.00 


ATOM 275 


H 


LEU A 


23 


140.367 


-0. 198 


7.095 1.00 0.00 


ATOM 276 


HA 


LEU A 


23 


142. 775 


-1.210 


5.884 1.00 0.00 


ATOM 277 


1HB 


LEU A 


23 


140. 123 


-2.612 


6.172 1.00 0.00 


ATOM 278 


2HB 


LEU A 


23 


141.693 


-3. 352 


5.919 1.00 0.00 


ATOM 279 


HG 


LEU A 


23 


141.257 


-1.708 


8.373 1.00 0.00 


ATOM 280 


1HD1 


LEU A 


23 


140. 028 


-3. 253 


9.489 1.00 0.00 


ATOM 281 


2HD1 


LEU A 


23 


140.642 


-4. 600 


8.529 1.00 0.00 


ATOM 282 


3HD1 


LEU A 


23 


139.396 


-3. 540 


7.868 1.00 0.00 


ATOM 283 


1HD2 


LEU A 


23 


143.421 


-2.963 


7.439 1.00 0.00 


ATOM 284 


2HD2 


LEU A 


23 


142. 691 


-4. 296 


8.333 1.00 0.00 


ATOM 285 


3HD2 


LEU A 


23 


143. 085 


-2. 791 


9.162 1.00 0.00 


ATOM 286 


N 


ALA A 


24 


142. 140 


-1.689 


3.470 1.00 0.00 


ATOM 287 


CA 


ALA A 


24 


141.882 


-1.663 


2.035 1.00 0.00 


ATOM 288 


C 


ALA A 


24 


.142.477 


-2.887 


1.349 1.00 0.00 


ATOM 289 


0 


ALA A 


24 


143.416 


-3.502 


1.856 1.00 0.00 


ATOM 290 


CB 


ALA A 


24 


142.439 


-0.388 


1.421 1.00 0.00 


ATOM 291 


H 


ALA A 


24 


142.948 


-2. 133 


3.802 1.00 0.00 


ATOM 292 


HA 


ALA A 


24 


140.811 


-1. 667 


1.890 1.00 0.00 


ATOM 293 


1HB 


ALA A 


24 


143.407 


-0. 591 


0.986 1.00 0.00 


ATOM 294 


2HB 


ALA A 


24 


142. 541 


0.365 


2.188 1.00 0.00 


ATOM 295 


3HB 


ALA A 


24 


141.767 


-0. 034 


0.654 1.00 0.00 


ATOM 296 


N 


GLU A 


25 


141.926 


-3. 237 


0.191 1.00 0.00 


ATOM 297 


CA 


GLU A 


25 


142.403 


-4. 388 


-0.566 1.00 0.00 


ATOM 298 


C 


GLU A 


25 


142. 632 


-4. 020 


-2.029 1.00 0.00 


ATOM 299 


0 


GLU A 


25 


141.891 


-3. 223 


-2.602 1.00 0.00 


ATOM 300 


CB 


GLU A 


25 


141.401 


-5. 540 


-0.470 1.00 0.00 


ATOM 301 


CG 


GLU A 


25 


142. 005 


-6. 899 


-0.780 1.00 0.00 


ATOM 302 


CD 


GLU A 


25 


141.078 


-7. 776 


-1.599 1.00 0.00 
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ATOM 303 
ATOM 304 
ATOM 305 
ATOM 306 
ATOM 307 
ATOM 308 
ATOM 309 
ATOM 310 
ATOM 311 
ATOM 312 
ATOM 313 
ATOM 314 
ATOM 315 
ATOM 316 
ATOM 317 
ATOM 318 
ATOM 319 
ATOM 320 
ATOM 321 
ATOM 322 
ATOM 323 
ATOM 324 
ATOM 325 
ATOM 326 
ATOM 327 
ATOM 328 
ATOM 329 
ATOM 330 
ATOM 331 



0E1 


GLU A 


25 


0E2 


GLU A 


25 


H 


GLU A 


25 


HA 


GLU A 


25 


1HB 


GLU A 


25 


2HB 


GLU A 


25 


1HG 


GLU A 


25 


2HG 


GLU A 


25 


N 


VAL A 


26 


CA 


VAL A 


26 


C 


VAL A 


26 


0 


VAL A 


26 


CB 


VAL A 


26 


CGI 


VAL A 


26 


CG2 


VAL A 


26 


H 


VAL A 


26 


HA 


VAL A 


26 


HB 


VAL A 


26 


1HG1 VAL A 


26 


2HG1 VAL A 


26 


3HG1 VAL A 


26 


1HG2 VAL A 


26 


2HG2 VAL A 


26 


3HG2 VAL A 


26 


N 


LYS A 


27 


CA 


LYS A 


27 


C 


LYS A 


27 


0 


LYS A 


27 


CB 


LYS A 


27 



141.583 -8.664 

139.847 -7.577 

141.181 -2.708 

143. 341 -4. 703 

140. 998 -5. 569 

140. 596 -5. 360 

142.920 -6.755 

142.223 -7.402 

143.664 -4.607 

143.992 -4.340 

143.563 -5.497 

143. 381 -6. 622 

145.500 -4.093 

145.793 -3.607 

146. 010 -3. 097 

144.220 -5.233 

143.462 -3.448 

146.019 -5.029 

145.913 -4.456 

146.700 -3.022 

144.972 -2.997 

146.053 -3.572 

145.341 -2.250 

146.998 -2.762 

143.402 -5.215 

142.994 -6.233 

144. 201 -6. 795 

144.125 -7.090 

141.991 -5.650 



-2.319 1.00 0.00 
-1.520 1.00 0.00 
-0.163 1.00 0.00 
-0.135 1.00 0.00 
0.532 1.00 0.00 
-1.167 1.00 0.00 
-1.332 1.00 0.00 
0.152 1.00 0.00 
-2.627 1.00 0.00 
-4.022 1.00 0.00 
-4.918 1.00 0.00 
-4.450 1.00 0.00 
-4.208 1.00 0.00 
-5.619 1.00 0.00 
-3.177 1.00 0.00 
-2.117 1.00 0.00 
-4.325 1.00 0.00 
-4.060 1.00 0.00 
-6.276 1.00 0.00 
-5.618 1.00 0.00 
-5.968 1.00 0.00 
-2.209 1.00 0.00 
-3.133 1.00 0.00 
-3.457 1.00 0.00 
-6.206 1.00 0.00 
-7.167 1.00 0.00 
-7.911 1.00 0.00 
-9.103 1.00 0.00 
-8.164 1.00 0.00 
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ATOM 332 


CG 


LYS A 


ATOM 333 


CD 


LYS A 


ATOM 334 


CE 


LYS A 


ATOM 335 


NZ 


LYS A 


ATOM 336 


H 


LYS A 


ATOM 337 


HA 


LYS A 


ATOM 338 


1HB 


LYS A 


ATOM 339 


2HB 


LYS A 


ATOM 340 


1HG 


LYS A 


ATOM 341 


2HG 


LYS A 


ATOM 342 


1HD 


LYS A 


ATOM 343 


2HD 


LYS A 


ATOM 344 


1HE 


LYS A 


ATOM 345 


2HE 


LYS A 


ATOM 346 


1HZ 


LYS A 


ATOM 347 


2HZ 


LYS A 


ATOM 348 


3HZ 


LYS A 


ATOM 349 


N 


GLU A 


ATOM 350 


CA 


GLU A 


ATOM 351 


C 


GLU A 


ATOM 352 


0 


GLU A 


ATOM 353 


CB 


GLU A 


ATOM 354 


CG 


GLU A 


ATOM 355 


CD 


GLU A 


ATOM 356 


0E1 


GLU A 


ATOM 357 


0E2 


GLU A 


ATOM 358 


H 


GLU A 


ATOM 359 


HA 


GLU A 


ATOM 360 


1HB 


GLU A 



27 142.567 
27 141.949 
27 142.791 
27 141.989 
27 143.561 
27 142.519 
27 141.647 
27 141.149 
27 142.369 
'27 143.634 
27 140.966 
27 141.868 
27 143.204 
27 143.595 
27 142.045 
27 142.351 

27 140.993 

28 145.314 
28 146.537 
28 146.479 
28 145.509 
28 147.753 
28 148.886 
28 150.212 
28 150.759 
28 150.704 
28 145.312 
28 146.628 
28 147.445 



-4.539 -9.028 1.00 0.00 
-4.536 -10.418 1.00 0.00 
-5.328 -11.406 1.00 0.00 
-6.363 -12.115 1.00 0.00 
-4.300 -6.518 1.00 0.00 
-7.033 -6.620 1.00 0.00 
-6.440 -8.815 1.00 0.00 
-5.252 -7.619 1.00 0.00 
-3.589 -8.556 1.00 0.00 
-4.683 -9.117 1.00 0.00 
-4.979 -10.364 1.00 0.00 
-3.516 -10.762 1.00 0.00 
-4.646 -12.134 1.00 0.00 
-5.812 -10.871 1.00 0.00 
-7.269 -11.606 1.00 0.00 
-6.497 -13.081 1.00 0.00 
-6.068 -12.168 1.00 0.00 
-6.940 -7.199 1.00 0.00 
-7.467 -7.793 1.00 0.00 
-8.988 -7.899 1.00 0.00 
-9.614 -7.472 1.00 0.00 
-7.046 -6.964 1.00 0.00 
-6.467 -7.797 1.00 0.00 
-6.475 -7.064 1.00 0.00 
-5.379 -6.815 1.00 0.00 
-7.575 -6.738 1.00 0.00 
-6.687 -6.252 1.00 0.00 
-7.052 -8.786 1.00 0.00 
-6.299 -6.248 1.00 0.00 



tblE#2 003-3083148 



2002-236129 



423/ 



ATOM 361 


2HB 


GLU A 


28 


148. 


ATOM 362 


1HG 


GLU A 


28 


148. 


ATOM 363 


2HG 


GLU A 


28 


148. 


ATOM 364 


N 


ASN A 


29 


147. 


ATOM 365 


CA 


ASN A 


29 


147. 


ATOM 366 


C 


ASN A 


29 


147. 


ATOM 367 


0 


ASN A 


29 


146. 


ATOM 368 


CB 


ASN A 


29 


148. 


ATOM 369 


CG 


ASN A 


29 


148. 


ATOM 370 


0D1 


ASN A 


29 


148. 


ATOM 371 


ND2 


ASN A 


29 


148. 


ATOM 372 


H 


ASN A 


29 


148. 


ATOM 373 


HA 


ASN A 


29 


146. 


ATOM 374 


1HB 


ASN A 


29 


149. 


ATOM 375 


2HB 


ASN A 


29 


149. 


ATOM 376 


1HD2 


ASN A 


29 


147. 


ATOM 377 


2HD2 


ASN A 


29 


147. 


ATOM 378 


N 


PRO A 


30 


148. 


ATOM 379 


CA 


PRO A 


30 


148. 


ATOM 380 


C 


PRO A 


30 


147. 


ATOM 381 


0 


PRO A 


30 


147. 


ATOM 382 


CB 


PRO A 


30 


149. 


ATOM 383 


CG 


PRO A 


30 


150. 


ATOM 384 


CD 


PRO A 


30 


149. 


ATOM 385 


HA 


PRO A 


30 


148. 


ATOM 386 


1HB 


PRO A 


30 


149. 


ATOM 387 


2HB 


PRO A 


30 


150. 


ATOM 388 


1HG 


PRO A 


30 


149. 


ATOM 389 


2HG 


PRO A 


30 


151. 



131 -7.908 -6.433 1.00 0.00 
987 -7.052 -8.699 1.00 0.00 
639 -5.448 -8.058 1.00 0.00 
525 -9.576 -8.471 1.00 0.00 

594 -11.024 -8.632 1.00 0.00 
522 -11.726 -7.277 1.00 0.00 
628 -12.537 -7.037 1.00 0.00 
882 -11.416 -9.358 LOO 0.00 
671 -11.604 -10.847 1.00 0.00 
987 -12.657 -11.403 1.00 0.00 
135 -10.581 -11.504 1.00 0.00 
269 -9.024 -8.791 1.00 0.00 
747 -11.331 -9.228 1.00 0.00 
620 -10.641 -9.214 1.00 0.00 
253 -12. 343 -8.946 1.00 0.00 
909 -9.774 -10.996 1.00 0.00 
987 -10.675 -12.468 1.00 0.00 
467 -11.421 -6.372 1.00 0.00 
507 -12.026 -5.039 1.00 0.00 
460 -11.429 -4.099 1.00 0.00 
579 -10.276 -3.682 1.00 0.00 
915 -11.691 -4.549 1.00 0.00 
256 -10.414 -5.236 1.00 0.00 
572 -10.463 -6.576 1.00 0.00 
384 -13.098 -5.085 1.00 0.00 
908 -11.575 -3.475 1.00 0.00 

595 -12.482 -4.827 1.00 0.00 
888 -9.578 -4.658 1.00 0.00 
326 -10.340 -5.363 1,00 0.00 



miE# 2003-3083148 



mm 2002 



-236129 



^-v* ! 424/ 



ATOM 390 


IHD 


PRO A 


ATOM 391 


2HD 


PRO A 


ATOM 392 


N 


PRO A 


ATOM 393 


CA 


PRO A 


ATOM 394 


C 


PRO A 


ATOM 395 


0 


PRO A 


ATOM 396 


CB 


PRO A 


ATOM 397 


CG 


PRO A 


ATOM 398 


CD 


PRO A 


ATOM 399 


HA 


PRO A 


ATOM 400 


1HB 


PRO A 


ATOM 401 


2HB 


PRO A 


ATOM 402 


1HG 


PRO A 


ATOM 403 


2HG 


PRO A 


ATOM 404 


IHD 


PRO A 


ATOM 405 


2HD 


PRO A 


ATOM 406 


N 


PHE A 


ATOM 407 


CA 


PHE A 


ATOM 408 


C 


PHE A 


ATOM 409 


0 


PHE A 


ATOM 410 


CB 


PHE A 


ATOM 411 


CG 


PHE A 


ATOM 412 


CD1 


PHE A 


ATOM 413 


CD2 


PHE A 


ATOM 414 


CE1 


PHE A 


ATOM 415 


CE2 


PHE A 


ATOM 416 


CZ 


PHE A 


ATOM 417 


H 


PHE A 


ATOM 418 


HA 


PHE A 



30 149.191 -9.487 

30 150.254 -10.817 

31 146.417 -12.204 
31 145.353 -11.735 
31 145.844 -11.540 
31 145.741 -12.443 
31 144.313 -12.857 
31 145.088 -14.071 
31 146.191 -13.592 
31 144.914 -10.815 
31 143.847 -12.973 
31 143.565 -12.620 
31 145.501 -14.535 
31 144.449 -14.766 
31 147. 078 -14. 192 

31 145.872 -13.617 

32 146.377 -10.356 
32 146.885 -10.041 
32 145.947 -9.083 
32 144.998 -8.562 
32 148.283 -9.430 
32 148.404 -8.366 
32 147.687 -7.185 
32 149.233 -8.548 
32 147.796 -6.205 
32 149.346 -7.572 
32 148.626 -6.397 
32 146.430 -9.677 
32 146.941 -10.963 



-6.840 1.00 0.00 
-7.334 1.00 0.00 
-3.751 1.00 0.00 
-2.857 1.00 0.00 
-1.426 1.00 0.00 
-0.595 1.00 0.00 
-2.917 1.00 0.00 
-3.297 1.00 0.00 
-4.199 1.00 0.00 
-3.213 1.00 0.00 
-1.949 1.00 0.00 
-3.658 1.00 0.00 
-2.413 1.00 0.00 
-3.823 1.00 0.00 
-4.061 1.00 0.00 
-5.230 1.00 0.00 
-1.146 1.00 0.00 
0.185 1.00 0.00 
0.912 1.00 0.00 
0.324 1.00 0.00 
0.090 1.00 0.00 
-0.964 1.00 0.00 
-0.859 1.00 0.00 
-2.059 1.00 0.00 
-1.827 1.00 0.00 
-3.030 1.00 0.00 
-2.914 1.00 0.00 
-1.850 1.00 0.00 
0.744 1.00 0.00 



ffilE# 2003-3083148 



JjfM 2002-236129 



^-v I 425/ 



ATOM 419 


1HB 


PHE A 


ATOM 420 


2HB 


PHE A 


ATOM 421 


HD1 


PHE A 


ATOM 422 


HD2 


PHE A 


ATOM 423 


HE1 


PHE A 


ATOM 424 


HE2 


PHE A 


ATOM 425 


HZ 


PHE A 


ATOM 426 


N 


TYR A 


ATOM 427 


CA 


TYR A 


ATOM 428 


C 


TYR A 


ATOM 429 


0 


TYR A 


ATOM 430 


CB 


TYR A 


ATOM 431 


CG 


TYR A 


ATOM 432 


CD1 


TYR A 


ATOM 433 


CD2 


TYR A 


ATOM 434 


CE1 


TYR A 


ATOM 435 


CE2 


TYR A 


ATOM 436 


CZ 


TYR A 


ATOM 437 


OH 


TYR A 


ATOM 438 


H 


TYR A 


ATOM 439 


HA 


TYR A 


ATOM 440 


1HB 


TYR A 


ATOM 441 


2HB 


TYR A 


ATOM 442 


HD1 


TYR A 


ATOM 443 


HD2 


TYR A 


ATOM 444 


HE1 


TYR A 


ATOM 445 


HE2 


TYR A 


ATOM 446 


HH 


TYR A 


ATOM 447 


N 


GLY A 



32 148.540 -8.987 
32 148.994 -10.210 
32 147.038 -7.032 
32 149.796 -9.465 
32 147.232 -5.289 
32 149.995 -7.724 

32 148.712 -5.632 

33 146.217 -8.856 
33 145.397 -7.958 
33 146.269 -6.990 
33 147.270 -7.387 
33 144.511 -8.763 
33 143.249 -9.290 
33 142.903 -10.632 
33 142.405 -8.447 
33 141.751 -11.118 
33 141.251 -8.925 
33 140.929 -10.261 
33 139.781 -10.740 
33 146.987 -9.300 
33 144.769 -7.392 
33 145.069 -9.608 
33 144.222 -8.134 
33 143.549 -11.302 
33 142.661 -7.401 
33 141. 500 -12. 165 
33 140.609 -8.253 

33 139.736 -10.436 

34 145.880 -5.719 



1.040 1.00 0.00 
0.141 1.00 0.00 
•0.010 1.00 0.00 
•2. 151 1.00 0.00 
-1.734 1.00 0.00 
-3.879 1.00 0.00 
-3.672 1.00 0.00 
2.193 1.00 0.00 

2.999 1.00 0.00 

3.793 1.00 0.00 

4.389 1.00 0.00 

3.952 1.00 0.00 

3.306 1.00 0.00 

3.406 1.00 0.00 

2.595 1.00 0.00 

2.817 1.00 0.00 

2.003 1.00 0.00 

2.116 1.00 0.00 

1.529 1.00 0.00 

2.605 1.00 0.00 

2.329 1.00 0.00 

4.325 1.00 0.00 

4.780 1.00 0.00 

3.956 1.00 0.00 

2.507 1.00 0.00 

2.907 1.00 0.00 

1.455 1.00 0.00 

0.620 1.00 0.00 

3.796 1.00 0.00 

miE# 2003-3083148 



&m 2002-236129 



^-•^ : 426/ 



ATOM 448 


CA 


GLY A 


ATOM 449 


C 


GLY A 


ATOM 450 


0 


GLY A 


ATOM 451 


H 


GLY A 


ATOM 452 


1HA 


GLY A 


ATOM 453 


2HA 


GLY A 


ATOM 454 


N 


VAL A 


ATOM 455 


CA 


VAL A 


ATOM 456 


C 


VAL A 


ATOM 457 


0 


VAL A 


ATOM 458 


CB 


VAL A 


ATOM 459 


CGI 


VAL A 


ATOM 460 


CG2 


VAL A 


ATOM 461 


H 


VAL A 


ATOM 462 


HA 


VAL A 


ATOM 463 


HB 


VAL A 


ATOM 464 


1HG1 VAL A 


ATOM 465 


2HG1 VAL A 


ATOM 466 


3HG1 VAL A 


ATOM 467 


1HG2 VAL A 


ATOM 468 


2HG2 VAL A 


ATOM 469 


3HG2 VAL A 


ATOM 470 


N 


ILE A 


ATOM 471 


CA 


ILE A 


ATOM 472 


C 


ILE A 


ATOM 473 


0 


ILE A 


ATOM 474 


CB 


ILE A 


ATOM 475 


CGI 


ILE A 


ATOM 476 


CG2 


ILE A 



34 146.637 -4.715 
34 145.778 -3.546 
34 144.551 -3.643 
34 145.074 -5.462 
34 147.077 -5.172 

34 147.427 -4.348 

35 146.423 -2.435 
35 145.710 -1.242 
35 146.363 0.022 
35 147.577 0.070 
35 145.657 -1.154 
35 147.060 -1.060 
35 144.809 0.029 
35 147.402 -2.420 
35 144.698 -1.304 
35 145.199 -2.057 
35 147.690 -1.812 
35 147.020 -1.222 
35 147.468 -0.080 
35 143.784 -0.133 
35 145.180 0.932 

35 144.861 0.129 

36 145.548 1.042 
36 146.046 2.306 
36 146.970 2.992 
36 146.688 3.027 
36 144:891 3.262 
36 143.876 2.558 
36 145.430 4.514 



4.519 1.00 0.00 
4.957 1.00 0.00 
4.984 1.00 0.00 
3.302 1.00 0.00 
5.393 1.00 0.00 
3.881 1.00 0.00 
5.301 1.00 0.00 
5.740 1.00 0.00 
5.187 1.00 0.00 
4.991 1.00 0.00 
7.279 1.00 0.00 
7.861 1.00 0.00 
7.720 1.00 0.00 
5.259 1.00 0.00 
5.370 1.00 0.00 
7.654 1.00 0.00 
7.406 1.00 0.00 
8.927 1.00 0.00 
7.660 1.00 0.00 
7.423 1.00 0.00 
7.257 1.00 0.00 
8.795 1.00 0.00 
4.939 1.00 0.00 

4.409 1.00 0.00 

5.410 1.00 0.00 
6.607 1.00 0.00 
4.051 1.00 0.00 
3.149 1.00 0.00 
3.374 1.00 0.00 

£BiE# 2003-3083148 



#M 2002-236129 



^-v: 427/ 



ATOM 477 
ATOM 478 
ATOM 479 
ATOM 480 
ATOM 481 
ATOM 482 
ATOM 483 
ATOM 484 
ATOM 485 
ATOM 486 
ATOM 487 
ATOM 488 
ATOM 489 
ATOM 490 
ATOM 491 
ATOM 492 
ATOM 493 
ATOM 494 
ATOM 495 
ATOM 496 
ATOM 497 
ATOM 498 
ATOM 499 
ATOM 500 
ATOM 501 
ATOM 502 
ATOM 503 
ATOM 504 
ATOM 505 



CD1 


ILE 


A 


36 


H 


ILE 


A 


36 


HA 


ILE 


A 


36 


HB 


ILE 


A 


36 


1HG1 


ILE 


A 


36 


2HG1 


ILE 


A 


36 


1HG2 


ILE 


A 


36 


2HG2 


ILE 


A 


36 


3HG2 


ILE 


A 


36 


1HD1 


ILE 


A 


36 


2HD1 


ILE 


A 


36 


3HD1 


ILE 


A 


36 


N 


ARG 


A 


37 


CA 


ARG 


A 


37 


C 


ARG 


A 


37 


0 


ARG 


A 


37 


CB 


ARG 


A 


37 


CG 


ARG 


A 


37 


CD 


ARG 


A 


37 


NE 


ARG 


A 


37 


CZ 


ARG 


A 


37 


NH1 


ARG 


A 


37 


NH2 


ARG 


A 


37 


H 


ARG 


A 


37 


HA 


ARG 


A 


37 


1HB 


ARG 


A 


37 


2HB 


ARG 


A 


37 


1HG 


ARG 


A 


37 


2HG 


ARG 


A 


37 



142.709 3.435 

144. 590 0. 943 

146.603 2.093 

144.404 3.561 

144. 369 2. 234 

143.482 1.695 

146. 162 4. 235 

145. 893 5. 152 

144. 618 5. 044 

142.535 3.343 

142.935 4.464 

141.826 3.126 

148. 076 3. 535 

149. 042 4. 220 

149.240 5.664 

148.974 6.601 

150.382 3.480 

150.258 1.992 

149.607 1.733 

150. 302 2. 420 

149.765 2.653 

148. 527 2. 255 

150.467 3.285 

148.246 3.474 

148.656 4.221 
150. 835 3. 605 
151.030 3.914 

149.657 1.537 
151.245 1.553 



2.752 1.00 0.00 
5.117 1.00 0.00 
3.508 1.00 0.00 
4.967 1.00 0.00 
2.246 1.00 0.00 
3.667 1.00 0.00 
2.630 1.00 0.00 
4.112 1.00 0.00 
2.898 1.00 0.00 
1.690 1.00 0.00 
2.992 1.00 0.00 
3.290 1.00 0.00 
4.910 1.00 0.00 
5.761 1.00 0.00 
5.308 1.00 0.00 
6.060 1.00 0.00 
5.742 1.00 0.00 
6.024 1.00 0.00 
7.373 1.00 0.00 
8.458 1.00 0.00 
9.653 1.00 0.00 
9.921 1.00 0.00 
10.584 1.00 0.00 
3.947 1.00 0.00 

6.768 1.00 0.00 

4.769 1.00 0.00 
6.489 1.00 0.00 
5.251.1.00 0.00 
6.020 1.00 0.00 



ffiiE# 2003-3083148 



#M 2002-236129 



I 428/ 



ATOM 506 


1HD 


ARG A 


ATOM 507 


2HD 


ARG A 


ATOM 508 


HE 


ARG A 


ATOM 509 


1HH1 


ARG A 


ATOM 510 


2HH1 


ARG A 


ATOM 511 


1HH2 


ARG A 


ATOM 512 


2HH2 


ARG A 


ATOM 513 


N 


TRP A 


ATOM 514 


CA 


TRP A 


ATOM 515 


C 


TRP A 


ATOM 516 


0 


TRP A 


ATOM 517 


CB 


TRP A 


ATOM 518 


CG 


TRP A 


ATOM 519 


CD1 


TRP A 


ATOM 520 


CD2 


TRP A 


ATOM 521 


NE1 


TRP A 


ATOM 522 


CE2 


TRP A 


ATOM 523 


CE3 


TRP A 


ATOM 524 


CZ2 


TRP A 


ATOM 525 


CZ3 


TRP A 


ATOM 526 


CH2 


TRP A 


ATOM 527 


H 


TRP A 


ATOM 528 


HA 


TRP A 


ATOM 529 


1HB 


TRP A 


ATOM 530 


2HB 


TRP A 


ATOM 531 


HD1 


TRP A 


ATOM 532 


HE1 


TRP A 


ATOM 533 


HE3 


TRP A 


ATOM 534 


HZ2 


TRP A 



37 148.585 2.079 

37 149.620 0.670 

37 151.219 2.724 

37 147.992 1.778 

37 148.129 2.432 

37 151.400 3.585 

37 150.063 3.460 

38 149.705 5.835 
38 149.938 7.166 
38 149.254 7.323 
38 149.360 6.454 
38 151.441 7.431 
38 151.763 8.666 
38 151.926 9.931 
38 151.955 8.752 
38 152.207 10.799 
38 152.231 10.098 
38 151.921 7.821 
38 152.471 10.535 
38 152.159 8.254 
38 152.431 9.601 
38 149.898 5.049 
38 149.516 7.885 
38 151.871 7.544 
38 151.904 6.589 
38 151.842 10.198 
38 152.366 11.761 
38 151.713 6.779 

• 38 152.679 11.570 



7.337 1.00 0.00 
7.565 1.00 0.00 
8.288 1.00 0.00 
9.224 1.00 0.00 
10.820 1.00 0.00 
10.387 1.00 0.00 
11.482 1.00 0.00 
4.075 1.00 0.00 
3.525 1.00 0.00 
2.169 1.00 0.00 
1.304 1.00 0.00 
3.388 1.00 0.00 
2.600 1.00 0.00 
3.086 1.00 0.00 
1.183 1.00 0.00 
2.058 1.00 0.00 
0.880 1.00 0.00 
0.141 1.00 0.00 
-0.422 1.00 0.00 
-1.149 1.00 0.00 
-1.420 1.00 0.00 
3.523 1.00 0.00 
4.211 1.00 0.00 
4.373 1.00 0.00 
2.894 1.00 0.00 
4.129 1.00 0.00 
2.153 1.00 0.00 
0.331 1.00 0.00 
-0.648 1.00 0.00 

{±5liE# 2003-3083148 



ftgg 2002-236129 



v I 429/ 



ATOM 535 


HZ3 


TRP A 


38 


152. 138 


7.548 


-1.966 1.00 0.00 


ATOM 536 


HH2 


TRP A 


38 152.612 


9.895 


-2.444 1.00 0.00 


ATOM 537 


N 


ILE A 


39 


148. 559 


8.442 


1.993 1.00 0.00 


ATOM 538 


CA 


ILE A 


39 


147.864 


8.725 


0.744 1.00 0.00 


ATOM 539 


C 


ILE A 


39 


148. 314 


10.064 


0.170 1.00 0.00 


ATOM 540 


0 


ILE A 


39 


147.947 


11.122 


0.681 1.00 0.00 


ATOM 541 


CB 


ILE A 


39 


146. 337 


8.750 


0.942 1.00 0.00 


ATOM 542 


CGI 


ILE A 


39 


145. 876 


7.502 


1.698 1.00 0.00 


ATOM 543 


CG2 


ILE A 


39 


145. 630 


8.855 


-0.400 1.00 0.00 


ATOM 544 


CD1 


ILE A 


39 


144.499 


7.639 


2.309 1.00 0.00 


ATOM 545 


H 


ILE A 


39 


148.519 


9.097 


2.721 1.00 0.00 


ATOM 546 


HA 


ILE A 


39 


148. 104 


7.941 


0.041 1.00 0.00 


ATOM 547 


HB 


ILE A 


39 


146. 085 


9.626 


1.522 1.00 0.00 


ATOM 548 


1HG1 


ILE A 


39 


145. 854 


6.665 


1.016 1.00 0.00 


ATOM 549 


2HG1 


ILE A 


39 


146. 575 


7.294 


2.494 1.00 0.00 


ATOM 550 


1HG2 ILE A 


39 


146. 098 


9.626 


-0.994 1.00 0.00 


ATOM 551 


2HG2 ILE A 


39 


144. 590 


9.104 


-0.243 1.00 0.00 


ATOM 552 


3HG2 ILE A 


39 


145. 699 


7.909 


-0.918 1.00 0.00 


ATOM 553 


1HD1 


ILE A 


39 


144. 001 


8.499 


1.886 1.00 0.00 


ATOM 554 


2HD1 


ILE A 


39 


144. 590 


7.764 


3.378 1.00 0.00 


ATOM 555 


3HD1 


ILE A 


39 


143. 922 


6.750 


2.099 1.00 0.00 


ATOM 556 


N 


GLY A 


40 


149. 115 


10.011 


-0.889 1.00 0.00 


ATOM 557 


CA 


GLY A 


40 


149. 604 


11.231 


-1.504 1.00 0.00 


ATOM 558 


C 


GLY A 


40 


150. 212 


10. 994 


-2.873 1.00 0.00 


ATOM 559 


0 


GLY A 


40 


150.068 


9.916 


-3.447 1.00 0.00 


ATOM 560 


H 


GLY A 


40 


149. 379 


9.141 


-1.252 1.00 0.00 


ATOM 561 


1HA 


GLY A 


40 


148. 785 


11.925 


-1.603 1.00 0.00 


ATOM 562 


2HA 


GLY A 


40 


150. 353 


11.667 


-0.862 1.00 0.00 


ATOM 563 


N 


GLN A 


41 


150. 892 


12.010 


-3.394 1.00 0.00 



ffiiE# 2003-3083148 



mm 2002-236129 



^—5? : 430/ 



ATOM 564 
ATOM 565 
ATOM 566 
ATOM 567 
ATOM 568 
ATOM 569 
ATOM 570 
ATOM 571 
ATOM 572 
ATOM 573 
ATOM 574 
ATOM 575 
ATOM 576 
ATOM 577 
ATOM 578 
ATOM 579 
ATOM 580 
ATOM 581 
ATOM 582 
ATOM 583 
ATOM 584 
ATOM 585 
ATOM 586 
ATOM 587 
ATOM 588 
ATOM 589 
ATOM 590 
ATOM 591 
ATOM 592 



CA 


GLN 


A 


41 


C 


GUN 


A 


41 


0 


GLN 


A 


41 


CB 


GLN 


A 


41 


CG 


GLN 


A 


41 


CD 


GLN 


A 


41 


0E1 


GLN 


A 


41 


NE2 


GLN 


A 


41 


H 


GLN 


A 


41 


HA 


GLN 


A 


41 


1HB 


GLN 


A 


41 


2HB 


GLN 


A 


41 


1HG 


GLN 


A 


41 


2HG 


GLN 


A 


41 


1HE2 


GLN 


A 


41 


2HE2 


GLN 


A 


41 


N 


PRO 


A 


42 


CA 


PRO 


A 


42 


C 


PRO 


A 


42 


0 


PRO 


A 


42 


CB 


PRO 


A 


42 


CG 


PRO 


A 


42 


CD 


PRO 


A 


42 


HA 


PRO 


A 


42 


1HB 


PRO 


A 


42 


2HB 


PRO 


A 


42 


1HG 


PRO 


A 


42 


2HG 


PRO 


A 


42 


1HD 


PRO 


A 


42 



151.525 11.919 

153.000 12.311 

153.325 13.461 

150. 799 12. 825 

149. 288 12. 653 

148. 551 13. 969 

148.474 14.755 

148.004 14.216 
150. 968 12. 844 
151.451 10.897 
151.023 13.853 
151.158 12.610 

149. 005 12. 010 
148. 999 12. 192 
148.106 13.544 
147.522 15.061 
153.917 11.361 
155.360 11.623 
155. 779 12. 746 
155.066 13.071 
155. 986 10. 295 
154.937 9.272 
153. 626 9. 962 
155.680 11.861 
156.239 10.344 
156.877 10.105 
155. 053 8. 442 
155. 002 8. 931 
153. 340 9. 882 



-4. 703 


1. 


00 


0.00 


-4. 618 


1. 


00 


0.00 


-4. 321 


1.00 


0.00 


-5. 696 


1. 


00 


0.00 


-5. 685 


1.00 


0.00 


-5. 825 


1- 


AA 

00 


0.00 


-4. 881 


1. 


A A 

00 


0.00 


-7.009 


1. 


00 


0.00 


-2. 886 


1. 


00 


0.00 


-5.040 


1. 


00 


0.00 


-5.456 


1. 


00 


0.00 


-6. 690 


1. 


00 


0.00 


-6. 504 


1. 


00 


0.00 


-4.752 


1. 


00 


0.00 


-7. 715 


1. 


00 


0.00 


-7. 130 


1. 


00 


0.00 


-4. 876 


1. 


00 


0.00 


-4.822 


1. 


00 


0.00 


-5. 766 


1. 


00 


0. 00 


-6. 715 


1. 


00 


0.00 


-5. 261 


1. 


00 


0.00 


-5. 000 


1. 


00 


0.00 


-5. 237 


1. 


00 


0.00 


-3. 819 


1. 


00 


0. 00 


-6.311 


1.00 


0.00 


-4. 680 


1. 


00 


0.00 


-5. 681 


1. 


00 


0.00 


-3. 976 


1. 


00 


0.00 


-6. 276 


1. 


00 


0. 00 
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ATOM 593 
ATOM 594 
ATOM 595 
ATOM 596 
ATOM 597 
ATOM 598 
ATOM 599 
ATOM 600 
ATOM 601 
ATOM 602 
ATOM 603 
ATOM 604 
ATOM 605 
ATOM 606 
ATOM 607 
ATOM 608 
ATOM 609 
ATOM 610 
ATOM 611 
ATOM 612 
ATOM 613 
ATOM 614 
ATOM 615 
ATOM 616 
ATOM 617 
ATOM 618 
ATOM 619 
ATOM 620 
ATOM 621 



2HD 


PRO A 


42 


N 


PRO A 


43 


CA 


PRO A 


43 


C 


PRO A 


43 


0 


PRO A 


43 


CB 


PRO A 


43 


CG 


PRO A 


43 


CD 


PRO A 


43 


HA 


PRO A 


43 


1HB 


PRO A 


43 


2HB 


PRO A 


43 


1HG 


PRO A 


43 


2HG 


PRO A 


43 


1HD 


PRO A 


43 


2HD 


PRO A 


43 


N 


GLY A 


44 


CA 


GLY A 


44 


C 


GLY A 


44 


0 


GLY A 


44 


H 


GLY A 


44 


1HA 


GLY A 


44 


2HA 


GLY A 


44 


N 


LEU A 


45 


CA 


LEU A 


45 


C 


LEU A 


45 


0 


LEU A 


45 


CB 


LEU A 


45 


CG 


LEU A 


45 


CD1 


LEU A 


45 



152. 859 9. 550 

156.951 13.355 

157.466 14.446 

157.941 13.958 

159.115 13.636 

158.643 14.986 

159.098 13.830 

157.863 13.027 

156.729 15.225 

159.419 15.323 
158.312 15.805 
159.800 13.233 
159.553 14.185 
158.092 11.973 
157.442 13.334 
157.022 13.906 
157.369 13.457 
156.170 12.942 
155.925 13.359 
156. 101 14. 175 
157.804 14.281 
158.100 12.664 

155.420 12.034 
154.240 11.463 
152.994 11.726 
152.847 11.184 
154.422 9.959 
154.906 9.191 
154.533 7.718 



-4.598 1.00 0.00 
-5.515 1.00 0.00 
-6.347 1.00 0.00 
-7.711 1.00 0.00 
-7.891 1.00 0.00 
-5.535 1.00 0.00 
-4.714 1.00 0.00 
-4.403 1.00 0.00 
-6.481 1.00 0.00 
-6.207 1.00 0.00 
-4.915 1.00 0.00 
-5.277 1.00 0.00 
-3.800 1.00 0.00 
-4.391 1.00 0.00 
-3.457 1.00 0.00 
-8.667 1.00 0.00 
-10.002 1.00 0.00 
-10.771 1.00 0.00 
-11.903 1.00 0.00 
-8.467 1.00 0.00 
-10.546 1.00 0.00 
-9.924 1.00 0.00 
-10.156 1.00 0.00 
-10.793 1.00 0.00 
-9.956 1.00 0.00 
-8.860 1.00 0.00 
-10.999 1.00 0.00 
-9.766 1.00 0.00 
-9.873 1.00 0.00 
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ATOM 622 


CD2 


LEU A 


45 156.411 


ATOM 623 


H 


LEU A 


45 155.664 


ATOM 624 


HA 


LEU A 


45 154.119 


ATOM 625 


1HB 


LEU A 


45 153.476 


ATOM 626 


2HB 


LEU A 


45 155.140 


ATOM 627 


HG 


LEU A 


45 154.421 


ATOM 628 


1HD1 LEU A 


45 155.414 


ATOM 629 


2HD1 LEU A 


45 154.117 


ATOM 630 


3HD1 LEU A 


45 153.803 


ATOM 631 


1HD2 LEU A 


45 156.770 


ATOM 632 


2HD2 LEU A 


45 156. 904 


ATOM 633 


3HD2 LEU A 


45 156.626 


ATOM 634 


N 


ASN A 


46 152.096 


ATOM 635 


CA 


ASN A 


46 150.868 


ATOM 636 


C 


ASN A 


46 149.905 


ATOM 637 


0 


ASN A 


46 149.319 


ATOM 638 


CB 


ASN A 


46 150.205 


ATOM 639 


CG 


ASN A 


46 149.419 


ATOM 640 


0D1 


ASN A 


46 148.199 


ATOM 641 


ND2 


ASN A 


46 150.117 


ATOM 642 


H 


ASN A 


46 152.264 


ATOM 643 


HA 


ASN A 


46 151.123 


ATOM 644 


1HB 


ASN A 


46 150.967 


ATOM 645 


2HB 


ASN A 


46 149.530 


ATOM 646 


1HD2 ASN A 


46 151.086 


ATOM 647 


2HD2 ASN A 


46 149.634 


ATOM 648 


N 


GLU A 


47 149.747 


ATOM 649 


CA 


GLU A 


47 148.857 


ATOM 650 


C 


GLU A 


47 148.612 



9.542 -11.310 1.00 0.00 
9.810 -11.791 1.00 0.00 
9.594 -8.889 1.00 0.00 
7.111 -9.728 1.00 0.00 
7.521 -10.849 1.00 0.00 
7.477 -9.114 1.00 0.00 
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ATOM 


651 


0 


GLU 


A 


47 


149. 551 


9.232 


-6. 346 


1.00 0.00 


ATOM 


652 


CB 


GLU 


A 


47 


149.445 


8.687 


-9. 288 


1.00 0.00 


ATOM 


653 


CG 


GLU 


A 


47 


150. 953 


8.556 


-9. 150 


1.00 0.00 


ATOM 


654 


CD 


GLU 


A 


47 


151.556 


7.633 


-10. 192 


1.00 0.00 


ATOM 


655 


0E1 


GLU 


A 


47 


151.850 


6.467 


-9. 853 


1.00 0.00 


ATOM 


656 


0E2 


GLU 


A 


47 


151.731 


8.076 


-11.347 


1.00 0.00 


ATOM 


657 


H 


GLU 


A 


47 


150. 243 


11.335 


-7. 862 


1.00 0.00 


ATOM 


658 


HA 


GLU 


A 


47 


147. 916 


10. 158 


-9. 000 


1.00 0.00 


ATOM 


659 


1HB 


GLU 


A 


47 


148. 991 


7.786 


-8. 902 


1.00 0.00 


ATOM 


660 


2HB 


GLU 


A 


47 


149. 208 


8.776 


-10. 338 


1.00 0.00 


ATOM 


661 


1HG 


GLU 


A 


47 


151.398 


9.534 


-9. 258 


1.00 0.00 


ATOM 


662 


2HG 


GLU 


A 


47 


151. 182 


8.166 


-8. 169 


1.00 0.00 


ATOM 


663 


N 


VAL 


A 


48 


147. 351 


9.557 


-6. 671 


1.00 0.00 


ATOM 


664 


CA 


VAL 


A 


48 


146.997 


9.226 


-5. 298 


1.00 0.00 


ATOM 


665 


C 


VAL 


A 


48 


147. 343 


7.775 


-4. 989 


1.00 0.00 


ATOM 


666 


0 


VAL 


A 


48 


146. 591 


6.861 


-5. 329 


1.00 0.00 


ATOM 


667 


CB 


VAL 


A 


48 


145.499 


9.456 


-5. 029 


1.00 0.00 


ATOM 


668 


CGI 


VAL 


A 


48 


145. 192 


9.299 


-3. 547 


1.00 0.00 


ATOM 


669 


CG2 


VAL 


A 


48 


145. 072 


10.828 


-5. 527 


1.00 0.00 


ATOM 


670 


H 


VAL 


A 


48 


146. 643 


9.799 


-7. 304 


1.00 0.00 


ATOM 


671 


HA 


VAL 


A 


'48 


147. 567 


9.869 


-4.641 


1.00 0.00 


ATOM 


672 


HB 


VAL 


A 


48 


144. 938 


8.708 


-5. 570 


1.00 0.00 


ATOM 


673 


1HG1 VAL 


A 


48 


144. 163 


9.571 


-3. 362 


1.00 0.00 


ATOM 


674 


2HG1 VAL 


A 


48 


145. 843 


9.943 


-2.974 


1.00 0.00 


ATOM 


675 


3HG1 VAL 


A 


48 


145.351 


8.273 


-3.252 


1.00 0.00 


ATOM 


676 


1HG2 VAL 


A 


48 


144. 130 


11.099 


-5.073 


1.00 0.00 


ATOM 


677 


2HG2 VAL 


A 


48 


144. 958 


10.801 


-6.601 


1.00 0.00 


ATOM 


678 


3HG2 VAL 


A 


48 


145. 822 


11.558 


-5.263 


1.00 0.00 


ATOM 


679 


N 


LEU 


A 


49 


148.487 


7.569 


-4. 345 


1.00 0.00 
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ATOM 680 
ATOM 681 
ATOM 682 
ATOM 683 
ATOM 684 
ATOM 685 
ATOM 686 
ATOM 687 
ATOM 688 
ATOM 689 
ATOM 690 
ATOM 691 
ATOM 692 
ATOM 693 
ATOM 694 
ATOM 695 
ATOM 696 
ATOM 697 
ATOM 698 
ATOM 699 
ATOM 700 
ATOM 701 
ATOM 702 
ATOM 703 
ATOM 704 
ATOM 705 
ATOM 706 
ATOM 707 
ATOM 708 



CA 


LEU A 


49 


C 


LEU A 


49 


0 


LEU A 


49 


CB 


LEU A 


49 


CG 


LEU A 


49 


CD1 


LEU A 


49 


CD2 


LEU A 


49 


H 


LEU A 


49 


HA 


LEU A 


49 


1HB 


LEU A 


49 


2HB 


LEU A 


49 


HG 


LEU A 


49 


1HD1 


LEU A 


49 


2HD1 


LEU A 


49 


3HD1 


LEU A 


49 


1HD2 


LEU A 


49 


2HD2 


LEU A 


49 


3HD2 


LEU A 


49 


N 


ALA A 


50 


CA 


ALA A 


50 


C 


ALA A 


50 


0 


ALA A 


50 


CB 


ALA A 


50 


H 


ALA A 


50 


HA 


ALA A 


50 


1HB 


ALA A 


50 


2HB 


ALA A 


50 


3HB 


ALA A 


50 


N 


GLY A 


51 



148. 934 6. 227 

148. 788 5. 983 

149.449 6.633 

150.390 6.023 

150. 667 6. 237 

152. 113 6. 656 

150.352 4.974 

149. 045 8. 336 

148.313 5.521 

151.005 6.711 

150. 680 5. 015 

150. 032 7. 029 

152. 177 7. 734 

152.464 6.261 

152. 725 6. 271 

151.242 4.367 

150. 012 5. 241 

149.579 4.416 

147.919 5.047 

147.689 4.724 

148.600 3.591 

148.489 2.461 

146.230 4.357 

147.421 4.564 

147.909 5.608 

145. 901 4. 754 

146.126 3.282 

145.628 4.775 

149.502 3.899 



-3.994 1.00 0.00 
-2.498 1.00 0.00 
-1.687 1.00 0.00 
-4.417 1.00 0.00 
-5.906 1.00 0.00 
-6.125 1.00 0.00 
-6.693 1.00 0.00 
-4.102 1.00 0.00 
-4.524 1.00 0.00 
-3.855 1.00 0.00 
-4.162 1.00 0.00 
-6.275 1.00 0.00 
-6.140 1.00 0.00 
-7.067 1.00 0.00 
-5.323 1.00 0.00 
-6.770 1.00 0.00 
-7.682 1.00 0.00 
-6.185 1.00 0.00 
-2.139 1.00 0.00 
-0.738 1.00 0.00 
-0.281 1.00 0.00 
-0.758 1.00 0.00 
-0.514 1.00 0.00 
-2.831 1.00 0.00 
-0.156 1.00 0.00 

0.435 1.00 0.00 
-0.509 1.00 0.00 
-1.307 1.00 0.00 

0.645 1.00 0.00 
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ATOM 709 
ATOM 710 
ATOM 711 
ATOM 712 
ATOM 713 
ATOM 714 
ATOM 715 
ATOM 716 
ATOM 717 
ATOM 718 
ATOM 719 
ATOM 720 
ATOM 721 
ATOM 722 
ATOM 723 
ATOM 724 
ATOM 725 
ATOM 726 
ATOM 727 
ATOM 728 
ATOM 729 
ATOM 730 
ATOM 731 
ATOM 732 
ATOM 733 
ATOM 734 
ATOM 735 
ATOM 736 
ATOM 737 



0 



CA GLY A 
C GLY A 
0 GLY A 
H GLY A 
1HA GLY A 
2HA GLY A 
N LEU A 
CA LEU A 
C LEU A 
LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLU A 
CA GLU A 
C GLU A 
0 GLU A 



51 150.420 
51 149.722 
51 149.241 
51 149.545 
51 150.907 

51 151.168 

52 149.667 
52 149.023 
52 150.052 
52 151.062 
52 148.231 
52 146.974 
52 146.452 
52 145.903 
52 150.068 
52 148.342 
52 148.882 
52 147.935 
52 147.222 
52 145.685 
52 147.263 
52 146.037 
52 145.344 
52 146.368 

52 145.234 

53 149.790 
53 150.694 
53 150.200 
53 149.205 



2.895 
1.838 
2.120 
4.816 
2.415 
3.381 
0.617 
-0.486 
-1.340 
-1.744 
-1.352 
-0. 695 
-1.490 
-0. 569 
0.453 
-0.064 
-1.616 
-2. 258 
0.298 
-2. 174 
-2. 047 
-0. 812 
0.343 
-0. 544 
-1.414 
-1.612 
-2.418 
-3. 859 
-4. 142 



1.151 1. 

1.983 1. 

3.081 1. 

0.988 1. 

0.315 1. 

1.759 1. 

1.461 1. 

2.164 1. 

2.897 1. 

2.320 1. 

1.183 1. 

0.609 1. 
-0.579 1. 

1.680 1. 

0.582 1. 

2.889 1. 

0.362 1. 

1.692 1. 

0.262 1. 
-0.246 1. 
-1.023 1. 
-1.311 1. 

1.526 1. 

2.655 1. 

1.622 1. 

4.171 1. 

4.983 1. 

5.076 1 

5.744 1 



00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
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ATOM 738 


CB 


GLU A 


ATOM 739 


CG 


GLU A 


ATOM 740 


CD 


GLU A 


ATOM 741 


0E1 


GLU A 


ATOM 742 


0E2 


GLU A 


ATOM 743 


H 


GLU A 


ATOM 744 


HA 


GLU A 


ATOM 745 


1HB 


GLU A 


ATOM 746 


2HB 


GLU A 


ATOM 747 


1HG 


GLU A 


ATOM 748 


2HG 


GLU A 


ATOM 749 


N 


LEU A 


ATOM 750 


CA 


LEU A 


ATOM 751 


C 


LEU A 


ATOM 752 


0 


LEU A 


ATOM 753 


CB 


LEU A 


ATOM 754 


CG 


LEU A 


ATOM 755 


CD1 


LEU A 


ATOM 756 


CD2 


LEU A 


ATOM 757 


H 


LEU A 


ATOM 758 


HA 


LEU A 


ATOM 759 


1HB 


LEU A 


ATOM 760 


2HB 


LEU A 


ATOM 761 


HG 


LEU A 


ATOM 762 


1HD1 LEU A 


ATOM 763 


2HD1 LEU A 


ATOM 764 


3HD1 LEU A 


ATOM 765 


1HD2 LEU A 


ATOM 766 


2HD2 LEU A 



53 150.826 -1.819 

53 151.783 -2.584 

53 151.317 -2.629 

53 151.200 -1.550 

53 151.071 -3.742 

53 148.969 -1.262 

53 151.662 -2.413 

53 151.182 -0.804 

53 149.854 -1.812 

53 151.870 -3.597 

53 152.751 -2.105 

54 150.903 -4.765 
54 150.537 -6.176 
54 150.705 -6.775 
54 151.577 -6.360 
54 151.389 -6.950 
54 151.447 -6.342 
54 152.766 -6.680 
54 150.276 -6.829 
54 151.686 -4.477 
54 149.498 -6.250 
54 152.396 -7.013 
54 150.990 -7.951 
54 151.378 -5.266 
54 153.136 -7.620 
54 153.485 -5.901 
54 152.615 -6.761 
54 149.455 -7.099 
54 150.578 -7.692 



6.384 1.00 0.00 
7.284 1.00 0.00 
8.726 1.00 0.00 
9.345 1.00 0.00 
9.236 1.00 0.00 
4.575 1.00 0.00 
4.505 1.00 0.00 
6.297 1.00 0.00 
6.853 1.00 0.00 
6.919 1.00 0.00 
7.248 1.00 0.00 
4.405 1.00 0.00 
4.412 1.00 0.00 

5.805 1.00 0.00 

6.568 1.00 0.00 

3.404 1.00 0.00 

2.002 1.00 0.00 

1.327 1.00 0.00 

1.162 1.00 0.00 

3.891 1.00 0.00 

4.124 1.00 0.00 

3.790 1.00 0.00 

3.321 1.00 0.00 

2.081 1.00 0.00 

1.710 1.00 0.00 

1.531 1.00 0.00 

0.261 1.00 0.00 

1.811 1.00 0.00 

0.589 1.00 0.00 
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ATOM 767 


3HD2 


LEU A 


ATOM 768 


N 


GLU A 


ATOM 769 


CA 


GLU A 


ATOM 770 


C 


GLU A 


ATOM 771 


0 


GLU A 


ATOM 772 


CB 


GLU A 


ATOM 773 


CG 


GLU A 


ATOM 774 


CD 


GLU A 


ATOM 775 


0E1 


GLU A 


ATOM 776 


0E2 


GLU A 


ATOM 777 


H 


GLU A 


ATOM 778 


HA 


GLU A 


ATOM 779 


1KB 


GLU A 


ATOM 780 


2HB 


GLU A 


ATOM 781 


1HG 


GLU A 


ATOM 782 


2HG 


GLU A 


ATOM 783 


N 


ASP A 


ATOM 784 


CA 


ASP A 


ATOM 785 


C 


ASP A 


ATOM 786 


0 


ASP A 


ATOM 787 


CB 


ASP A 


ATOM 788 


CG 


ASP A 


ATOM 789 


0D1 


ASP A 


ATOM 790 


0D2 


ASP A 


ATOM 791 


H 


ASP A 


ATOM 792 


HA 


ASP A 


ATOM 793 


1HB 


ASP A 


ATOM 794 


2HB 


ASP A 


ATOM 795 


N 


GLU A 



54 149.962 -6.043 

55 149.864 -7.752 
55 149.920 -8.408 
55 151.075 -9.402 
55 151.677 -9.606 
55 148.600 -9.124 
55 147.559 -8.237 
55 146.145 -8.576 
55 145.281 -7.675 
55 145.902 -9.743 
55 149.191 -8.038 
55 150.077 -7.646 
55 148.191 -9.491 
55 148.794 -9.962 
55 147.631 -8.356 

55 147.762 -7.209 

56 151.380 -10.017 
56 152.464 -10.989 
56 153.720 -10.358 
56 153.639 -9.461 
56 152.038 -12.194 
56 152.656 -13.489 
56 151.930 -14.502 
56 153.866 -13.489 
56 150.865 -9.811 
56 152.682 -11.322 
56 150.963 -12.292 

56 152.343 -12.036 

57 154.880 -10.835 



0.492 1.00 0.00 
6.128 1.00 0.00 
7.429 1.00 0.00 
7.489 1.00 0.00 
8.543 1.00 0.00 
7.719 1.00 0.00 
8.381 1.00 0.00 
7.952 1.00 0.00 
7.989 1.00 0.00 
7.576 1.00 0.00 
5.477 1.00 0.00 
8.178 1.00 0.00 

6.789 1.00 0.00 

8.371 1.00 0.00 

9.452 1.00 0.00 

8.120 1.00 0.00 

6.351 1.00 0.00 

6.275 1.00 0.00 

5.682 1.00 0.00 

4.844 1.00 0.00 

5.434 1.00 0.00 

5.924 1.00 0.00 

5.999 1.00 0.00 

6.233 1.00 0.00 

5.544 1.00 0.00 

7.278 1.00 0.00 

5.474 1.00 0.00 

4.409 1.00 0.00 

6.122 1.00 0.00 

ffi|iE# 2003-3083148 



#M 2002-236129 



^-v?: 438/ 



ATOM 796 


CA 


GLU A 


ATOM 797 


C 


GLU A 


ATOM 798 


0 


GLU A 


ATOM 799 


CB 


GLU A 


ATOM 800 


CG 


GLU A 


ATOM 801 


CD 


GLU A 


ATOM 802 


0E1 


GLU A 


ATOM 803 


0E2 


GLU A 


ATOM 804 


H 


GLU A 


ATOM 805 


HA 


GLU A 


ATOM 806 


1HB 


GLU A 


ATOM 807 


2HB 


GLU A 


ATOM 808 


1HG 


GLU A 


ATOM 809 


2HG 


GLU A 


ATOM 810 


N 


CYS A 


ATOM 811 


CA 


CYS A 


ATOM 812 


C 


CYS A 


ATOM 813 


0 


CYS A 


ATOM 814 


CB 


CYS A 


ATOM 815 


SG 


CYS A 


ATOM 816 


H 


CYS A 


ATOM 817 


HA 


CYS A 


ATOM 818 


1HB 


CYS A 


ATOM 819 


2HB 


CYS A 


ATOM 820 


HG 


CYS A 


ATOM 821 


N 


ALA A 


ATOM 822 


CA 


ALA A 


ATOM 823 


C 


ALA A 


ATOM 824 


0 


ALA A 



57 156.153 -10.318 
57 156.464 -10.862 
57 157.189 -11.845 
57 157.281 -10.684 
57 157.059 -10.172 
57 156.643 -11.271 
57 155. 525 -11. 806 
57 157.435 -11.596 
57 154.880 -11.552 
57 156.074 -9.242 
57 157.370 -11.760 
57 158.206 -10.268 
57 157.977 -9.732 

57 156.284 -9.419 

58 155.911 -10.214 
58 156. 129 -10. 631 
58 157. 505 -10. 192 
58 157.859 -9.016 
58 155.043 -10.051 
58 153.516 -11.020 
58 155.341 -9.436 
58 156.076 -11.709 
58 154.793 -9.057 
58 155.420 -9.996 

58 153.511 -11.593 

59 158.278 -11.145 
59 159.615 -10.857 
59 159.552 -10.057 
59 159.080 -10.551 



5.635 1.00 0.00 
4.244 1.00 0.00 
4.098 1.00 0.00 
6.601 1.00 0.00 
8.016 1.00 0.00 
8.975 1.00 0.00 
8.817 1.00 0.00 
9.885 1.00 0.00 
6.790 1.00 0.00 
5.579 1.00 0.00 
6.641 1.00 0.00 
6.231 1.00 0.00 
8.374 1.00 0.00 
7.995 1.00 0.00 
3.224 1.00 0.00 
1.844 1.00 0.00 
1.354 1.00 0.00 
1.437 1.00 0.00 
0.935 1.00 0.00 
0.901 1.00 0.00 
3.404 1.00 0.00 
1.812 1.00 0.00 
1.275 1.00 0.00 
-0.075 1.00 0.00 
1.672 1.00 0.00 
0.842 1.00 0.00 
0.338 1.00 0.00 
-0.958 1.00 0.00 
-1.981 1.00 0.00 

tBiE# 2003-30 83148 



#0 2002-236129 



^-v : 439/ 



ATOM 825 


CB 


ALA A 


ATOM 826 


H 


ALA A 


ATOM 827 


HA 


ALA A 


ATOM 828 


1HB 


ALA A 


ATOM 829 


2HB 


ALA A 


ATOM 830 


3HB 


ALA A 


ATOM 831 


N 


GLY A 


ATOM 832 


CA 


GLY A 


ATOM 833 


C 


GLY A 


ATOM 834 


0 


GLY A 


ATOM 835 


H 


GLY A 


ATOM 836 


1HA 


GLY A 


ATOM 837 


2HA 


GLY A 


ATOM 838 


N 


CYS A 


ATOM 839 


CA 


CYS A 


ATOM 840 


C 


CYS A 


ATOM 841 


0 


CYS A 


ATOM 842 


CB 


CYS A 


ATOM 843 


SG 


CYS A 


ATOM 844 


H 


CYS A 


ATOM -845 


HA 


CYS A 


ATOM 846 


1HB 


CYS A 


ATOM 847 


2HB 


CYS A 


ATOM 848 


HG 


CYS A 


ATOM 849 


N 


THR A 


ATOM 850 


CA 


THR A 


ATOM 851 


C 


THR A 


ATOM 852 


0 


THR A 


ATOM 853 


CB 


THR A 



59 160.388 -12.149 
59 157.939 -12.064 
59 160.133 -10.274 
59 159.764 -12.860 
59 160.677 -12.557 

59 161.272 -11.948 

60 160.031 -8.818 
60 160.020 -7.970 
60 159.553 -6.560 
60 159.945 -5.608 
60 160.396 -8.478 
60 161.020 -7.926 

60 159.362 -8.403 

61 158.713 -6.425 
61 158.192 -5.122 
61 159.189 -4.380 
61 160.222 -4.931 
61 156.861 -5.283 
61 155.608 -6.197 
61 158.438 -7.221 
61 158.026 -4.545 
61 157.035 -5.812 
61 156.460 -4.305 

61 154.811 -5.662 

62 158.876 -3.128 
62 159.746 -2.310 
62 159.171 -2.169 
62 158.132 -2.748 
62 159.940 -0.929 



0.126 1.00 0.00 
0.802 1.00 0.00 
1.085 1.00 0.00 
•0.395 1.00 0.00 
1.084 1.00 0.00 
-0.460 1.00 0.00 
-0.907 1.00 0.00 
-2.084 1.00 0.00 
-1.778 1.00 0.00 
-2.455 1.00 0.00 
-0.063 1.00 0.00 
-2.491 1.00 0.00 
-2.821 1.00 0.00 
-0.757 1.00 0.00 
-0.363 1.00 0.00 

0.519 1.00 0.00 

0.904 1.00 0.00 

0.375 1.00 0.00 
-0.553 1.00 0.00 
-0.257 1.00 0.00 
-1.262 1.00 0.00 

1.301 1.00 0.00 

0.595 1.00 0.00 
-0.582 1.00 0.00 

0.835 1.00 0.00 

1.673 1.00 0.00 

3.078 1.00 0.00 

3.397 1.00 0.00 

1.047 1.00 0.00 

ffi|SE#2 003-3 0 83148 



#® 2002-236129 
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ATOM 854 
ATOM 855 
ATOM 856 
ATOM 857 
ATOM 858 
ATOM 859 
ATOM 860 
ATOM 861 
ATOM 862 
ATOM 863 
ATOM 864 
ATOM 865 
ATOM 866 
ATOM 867 
ATOM 868 
ATOM 869 
ATOM 870 
ATOM 871 
ATOM 872 
ATOM 873 
ATOM 874 
ATOM 875 
ATOM 876 
ATOM 877 
ATOM 878 
ATOM 879 
ATOM 880 
ATOM 881 
ATOM 882 



0G1 


THR 


A 


62 


CG2 


THR 


A 


62 


H 


THR 


A 


62 


HA 


THR 


A 


62 


HB 


THR 


A 


62 


HG1 


THR 


A 


62 


1HG2 THR 


A 


62 


2HG2 THR 


A 


62 


3HG2 THR 


A 


62 


"NT 

N 


a on 

ASP 


A 


63 


CA 


ASP 


A 


63 


c 


ASP 


A 


63 


0 


ASP 


A 


63 


CB 


A on 

ASP 


A 


63 


CG 


A PT> 

ASP 


A 


63 


0D1 


A OT» 

ASP 


A 


63 


0D2 


ASP 


A 


63 


H 


ASP 


A 


63 


HA 


ASP 


A 


63 


1HB 


ASP 


A 


63 


2HB 


ASP 


A 


63 


N 


GLY 


A 


64 


CA 


GLY 


A 


64 


C 


GLY 


A 


64 


0 


GLY 


A 


64 


H 


GLY 


A 


64 


1HA 


GLY 


A 


64 


2HA 


GLY 


A 


64 


N 


THR 


A 


65 



158. 694 -0. 283 

160. 641 -0. 973 

158.040 -2.744 

160.704 -2.805 
160.540 -0.325 
158. 840 0. 602 
160.440 -1.919 

161.705 -0.862 
160.277 -0.169 
159.853 -1.394 
159.410 -1.175 
158. 661 0. 148 

158. 703 0. 800 
160.606 -1.189 

161.704 -0.240 
161.752 0.893 
162. 517 -0. 629 
160.674 -0.958 
158. 741 -1. 980 
160. 276 -0. 899 
161.013 -2.189 
157. 976 0. 538 
157.227 1.781 
157.980 2.918 
158.006 4.037 
157.978 -0.022 
156.292 1.631 
157. 018 2. 053 
158. 594 2. 630 



0.860 1.00 0.00 
-0.294 1.00 0.00 
0.498 1.00 0.00 
1.737 1.00 0.00 
1.712 1.00 0.00 
0.518 1.00 0.00 
-0.774 1.00 0.00 
-0.148 1.00 0.00 
-0.917 1.00 0.00 
3.916 1.00 0.00 
5.289 1.00 0.00 
5.414 1.00 0.00 
6.457 1.00 0.00 
6.241 1.00 0.00 
5.805 1.00 0.00 
6.328 1.00 0.00 
4.939 1.00 0.00 
3.604 1.00 0.00 
5.553 1.00 0.00 
7.227 1.00 0.00 
6.282 1.00 0.00 
4.344 1.00 0.00 
4.356 1.00 0.00 
3.692 1.00 0.00 
4.204 1.00 0.00 
3.540 1.00 0.00 
3.836 1.00 0.00 
5.380 1.00 0.00 
2.549 1.00 0.00 



tBII# 2003-3083148 
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ATOM 883 
ATOM 884 
ATOM 885 
ATOM 886 
ATOM 887 
ATOM 888 
ATOM 889 
ATOM 890 
ATOM 891 
ATOM 892 
ATOM 893 
ATOM 894 
ATOM 895 
ATOM 896 
ATOM 897 
ATOM 898 
ATOM 899 
ATOM 900 
ATOM 901 
ATOM 902 
ATOM 903 
ATOM 904 
ATOM 905 
ATOM 906 
ATOM 907 
ATOM 908 
ATOM 909 
ATOM 910 
ATOM 911 



CA 


THR A 


65 


C 


THR A 


65 


0 


THR A 


65 


CB 


THR A 


65 


0G1 


THR A 


65 


CG2 


THR A 


65 


H 


THR A 


65 


HA 


THR A 


65 


HB 


THR A 


65 


HG1 


THR A 


65 


1HG2 


THR A 


65 


2HG2 


THR A 


65 


3HG2 


THR A 


65 


N 


PHE A 


66 


CA 


PHE A 


66 


C 


PHE A 


66 


0 


PHE A 


66 


CB 


PHE A 


66 


CG 


PHE A 


66 


CD1 


PHE A 


66 


CD2 


PHE A 


66 


CE1 


PHE A 


66 


CE2 


PHE A 


66 


CZ 


PHE A 


66 


H 


PHE A 


66 


HA 


PHE A 


66 


1HB 


PHE A 


66 


2HB 


PHE A 


66 


HD1 


PHE A 


66 



159.351 3.636 

159.077 3.536 

159.346 2.511 

160.848 3.475 

161.266 2.148 

161.239 3.795 

158.536 1.720 

159. 035 4. 608 

161.394 4.143 

161.056 1.927 

160. 578 4. 555 

162. 256 4. 158 

161.162 2.904 

158. 540 4. 610 

158.230 4.645 

159.285 5.435 

159. 348 6. 660 

156.848 5.261 

156. 258 4. 935 

155.882 5.945 

156.081 3.618 

155. 340 5. 647 

155.538 3.314 

155.167 4.330 

158.348 5.398 

158.224 3.628 

156. 171 4. 898 

156.925 6.337 

156.018 6.976 



1.814 1.00 0.00 
0.317 1.00 0.00 
-0.307 1.00 0.00 
2.081 1.00 0.00 
1.810 1.00 0.00 
3.508 1.00 0.00 
2.192 1.00 0.00 
2.162 1.00 0.00 
1.431 1.00 0.00 
0.900 1.00 0.00 
3.900 1.00 0.00 
3.530 1.00 0.00 
4.112 1.00 0.00 
-0.254 1.00 0.00 
-1.678 1.00 0.00 
-2.446 1.00 0.00 
-2.351 1.00 0.00 
-1.905 1.00 0.00 
-3. 248 1. 00 0. 00 
-4.118 1.00 0.00 
-3.638 1.00 0.00 
-5.354 1.00 0.00 
-4.873 1.00 0.00 
-5.732 1.00 0.00 
0.296 1.00 0.00 
-2.040 1.00 0.00 
-1.148 1.00 0.00 
-1.827 1.00 0.00 
-3. 824 1. 00 0. 00 



ffiSE#2 003-3083148 



ATOM 912 


HD2 


PHE A 


ATOM 913 


HE1 


PHE A 


ATOM 914 


HE2 


PHE A 


ATOM 915 


HZ 


PHE A 


ATOM 916 


N 


ARG A 


ATOM 917 


CA 


ARG A 


ATOM 918 


C 


ARG A 


ATOM 919 


0 


ARG A 


ATOM 920 


CB 


ARG A 


ATOM 921 


CG 


ARG A 


ATOM 922 


CD 


ARG A 


ATOM 923 


NE 


ARG A 


ATOM 924 


CZ 


ARG A 


ATOM 925 


NH1 


ARG A 


ATOM 926 


NH2 


ARG A 


ATOM 927 


H 


ARG A 


ATOM 928 


HA 


ARG A 


ATOM 929 


1HB 


ARG A 


ATOM 930 


2HB 


ARG A 


ATOM 931 


IHG 


ARG A 


ATOM 932 


2HG 


ARG A 


ATOM 933 


1HD 


ARG A 


ATOM 934 


2HD 


ARG A 


ATOM 935 


HE 


ARG A 


ATOM 936 


1HH1 


ARG A 


ATOM 937 


2HH1 ARG A 


ATOM 938 


1HH2 ARG A 


ATOM 939 


2HH2 ARG A 


ATOM 940 


N 


GLY A 



m 


2 0 0 2 


-236 


66 


156. 370 


2.822 


66 


155. 051 


6.445 


66 


155.404 


2.283 


66 


154. 743 


4.096 


67 


160. Ill 


4.724 


67 


161. 164 


5.358 


67 


162. 128 


6.124 


67 


162. 576 


7.219 


67 


160. 557 


6.304 


67 159.739 


5.593 


67 


160. 131 


6.041 


67 


161.016 


5.080 


67 


161.773 


5.370 


67 


161.755 


6.590 


67 


162. 549 


4.437 


67 


160.011 


3.750 


67 


161.711 


4.580 


67 


159.912 


7.008 


67 


161.353 


6.846 


67 


159.904 


4.529 


67 


158. 693 


5.810 


67 


159. 236 


6.154 


67 


160. 638 


6.994 


67 


161.048 


4.172 


67 161.172 


7.297 


67 


162.325 


6.801 


67 


162. 566 


3.516 


67 


163. 117 


4.653 


68 162.443 


5.540 



12 9 

-2.968 1.00 0.00 
-6.023 1.00 0.00 
-5.166 1.00 0.00 
-6.696 1.00 0.00 
-3.207 1.00 0.00 
-3.991 1.00 0.00 
-3.090 1.00 0.00 
-3.430 1.00 0.00 
-5.029 1.00 0.00 
-6.096 1.00 0.00 
-7.495 1.00 0.00 
-8.150 1.00 0.00 
-9.206 1.00 0.00 
-9.731 1.00 0.00 
-9.741 1.00 0.00 
-3.241 1.00 0.00 
-4.503 1.00 0.00 
-4.523 1.00 0.00 
-5.516 1.00 0.00 
-6.012 1.00 0.00 
-5.938 1.00 0.00 
-8.088 1.00 0.00 
-7.425 1.00 0.00 
-7.783 1.00 0.00 
-9.333 1.00 0.00 
-10.524 1.00 0.00 
-9.351 1.00 0.00 
-10.535 1.00 0.00 
-1.939 1.00 0.00 
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ATOM 941 


CA 


GLY A 


68 


163.351 


6.182 


-1.006 1.00 0.00 


ATOM 942 


C 


GLY A 


68 


162. 706 


7.342 


-0.275 1.00 0.00 


ATOM 943 


0 


GLY A 


68 


163. 385 


8.287 


0.127 1.00 0.00 


ATOM 944 


H 


GLY A 


68 


162.055 


4.667 


-1.721 1.00 0.00 


ATOM 945 


1HA 


GLY A 


68 163.679 


5.452 


-0.281 1.00 0.00 


ATOM 946 


2HA 


GLY A 


68 


164. 210 


6.546 


-1.550 1.00 0.00 


ATOM 947 


N 


THR A 


69 


161.389 


7.272 


-0.102 1.00 0.00 


ATOM 948 


CA 


THR A 


69 


160. 651 


8.325 


0.585 1.00 0.00 


ATOM 949 


C 


THR A 


69 


159. 735 


7.739 


1.654 1.00 0.00 


ATOM 950 


0 


THR A 


69 


158. 604 


7.347 


1.369 1.00 0.00 


ATOM 951 


CB 


THR A 


69 


159. 829 


9.137 


-0.417 1.00 0.00 


ATOM 952 


0G1 


THR A 


69 


160. 590 


9.421 


-1.578 1.00 0.00 


ATOM 953 


CG2 


THR A 


69 


159. 336 


10.454 


0.141 1.00 0.00 


ATOM 954 


H 


THR A 


69 


160.902 


6.493 


-0.445 1.00 0.00 


ATOM 955 


HA 


THR A 


69 


161.368 


8.976 


1.061 1.00 0.00 


ATOM 956 


HB 


THR A 


69 


158. 965 


8.558 


-0.711 1.00 0.00 


ATOM 957 


HG1 


THR A 


69 


161.292 


10.038 


-1.358 1.00 0.00 


ATOM 958 


1HG2 THR A 


69 


159.985 


11.252 


-0.190 1.00 0.00 


ATOM 959 


2HG2 THR A 


69 


159.340 


10.412 


1.220 1.00 0.00 


ATOM 960 


3HG2 THR A 


69 


158.331 


10. 639 


-0.208 1.00 0.00 


ATOM 961 


N 


ARG A 


70 


160.232 


7.682 


2.886 1.00 0.00 


ATOM 962 


CA 


ARG A 


70 


159.457 


7. 143 


3.998 1.00 0.00 


ATOM 963 


C 


ARG A 


70 


158.310 


8.077 


4.365 1.00 0.00 


ATOM 964 


0 


ARG A 


70 


158. 529 


9.234 


4.725 1.00 0.00 


ATOM 965 


CB 


ARG A 


70 


160.359 


6.919 


5.213 1.00 0.00 


ATOM 966 


CG 


ARG A 


70 


159.662 


6.210 


6.364 1.00 0.00 


ATOM 967 


CD 


ARG A 


70 


159. 925 


6.903 


7.691 1.00 0.00 


ATOM 968 


NE 


ARG A 


70 


159.851 


5.977 


8.819 1.00 0.00 


ATOM 969 


CZ 


ARG A 


70 160.254 


6.275 


10.051 1.00 0.00 



mm 2003-3083148 
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ATOM 970 


NH1 


ATOM 971 


NH2 


ATOM 972 


H 


ATOM 973 


HA 


ATOM 974 


1HB 


ATOM 975 


2HB 


ATOM 976 


1HG 


ATOM 977 


2HG 


ATOM 978 


1HD 


ATOM 979 


2HD 


ATOM 980 


he' 


ATOM 981 


1HH1 


ATOM 982 


2HH1 


ATOM 983 


1HH2 


ATOM 984 


2HH2 


ATOM 985 


N 


ATOM 986 


CA 


ATOM 987 


C 


ATOM 988 


0 


ATOM 989 


CB 


ATOM 990 


CG 


ATOM 991 


CD1 


ATOM 992 


CD2 


ATOM 993 


CE1 


ATOM 994 


CE2 


ATOM 995 


CZ 


ATOM 996 


OH 


ATOM 997 


H 


ATOM 998 


HA 



ARG A 70 160. 761 

ARG A 70 160. 151 

ARG A 70 161.141 

ARG A 70 159. 048 

ARG A 70 161.208 

ARG A 70 160. 709 

ARG A 70 158. 599 

ARG A 70 160. 026 

ARG A 70 160. 912 

ARG A 70 159. 189 

ARG A 70 159.482 

ARG A 70 160. 841 

ARG A 70 161.062 

ARG A 70 159. 771 

ARG A 70 160.454 

TYR A 71 157. 086 

TYR A 71 155. 903 

TYR A 71 155.381 

TYR A 71 154. 877 

TYR A 71 154. 808 

TYR A 71 155. 153 

TYR A 71 155.218 

TYR A 71 155.413 

TYR A 71 155. 533 

TYR A 71 155. 727 

TYR A 71 155. 786 

TYR A 71 156.099 

TYR A 71 156.976 

TYR A 71 156. 187 



7.472 10.320 1.00 0.00 

5.374 11.018 1.00 0.00 

8.009 3.050 1.00 0.00 

6.193 3.686 1.00 0.00 
6.324 4.913 1.00 0.00 
7.878 5.567 1.00 0.00 
6.203 6.178 1.00 0.00 

5.194 6.421 1.00 0.00 
7.343 7.663 1.00 0.00 
7.682 7.827 1.00 0.00 
5.085 8.647 1.00 0.00 
8.157 9.595 1.00 0.00 
7.690 11.248 1.00 0.00 
4.470 10.820 1.00 0.00 
5.598 11.945 1.00 0.00 
7.567 4.275 1.00 0.00 
8.356 4.599 1.00 0.00 
8.004 5.988 1.00 0.00 
8.865 6.710 1.00 0.00 
8.125 3.556 1.00 0.00 
8.667 2.187 1.00 0.00 
7.826 1.083 1.00 0.00 

10.018 1.998 1.00 0.00 

8.316 -0.170 1.00 0.00 

10.517 0.748 1.00 0.00 

9.662 -0.332 1.00 0.00 

10.155 -1.578 1.00 0.00 

6.638 3.983 1.00 0.00 

9.397 4.587 1.00 0.00 



mtE# 2003-3083148 



#IS 2002-236129 



^-v : 445/ 



ATOM 999 
ATOM 1000 
ATOM 1001 
ATOM 1002 
ATOM 1003 
ATOM 1004 
ATOM 1005 
ATOM 1006 
ATOM 1007 
ATOM 1008 
ATOM 1009 
ATOM 1010 
ATOM 1011 
ATOM 1012 
ATOM 1013 
ATOM 1014 
ATOM 1015 
ATOM 1016 
ATOM 1017 
ATOM 1018 
ATOM 1019 
ATOM 1020 
ATOM 1021 
ATOM 1022 
ATOM 1023 
ATOM 1024 
ATOM 1025 
ATOM 1026 
ATOM 1027 



1HB 


TYR A 


71 


2HB 


TYR A 


71 


HD1 


TYR A 


71 


HD2 


TYR A 


71 


HE1 


TYR A 


71 


HE2 


TYR A 


71 


HH 


TYR A 


71 


N 


PHE A 


72 


CA 


PHE A 


72 


C 


PHE A 


72 


0 


PHE A 


72 


CB 


PHE A 


72 


CG 


PHE A 


72 


CD1 


PHE A 


72 


CD2 


PHE A 


72 


CE1 


PHE A 


72 


CE2 


PHE A 


72 


CZ 


PHE A 


72 


H 


PHE A 


72 


HA 


PHE A 


72 


1HB 


PHE A 


72 


2HB 


PHE A 


72 


HD1 


PHE A 


72 


HD2 


PHE A 


72 


HE1 


PHE A 


72 


HE2 


PHE A 


72 


HZ 


PHE A 


72 


N 


THR A 


73 


CA 


THR A 


73 



154.633 7.064 

153.901 8.607 

155.019 6.773 
155.367 10.685 
155. 578 7. 646 
155.926 11.571 
155.373 9.983 
155. 504 6. 733 
155.045 6.266 

156.020 5.251 
157. 052 4. 949 
153. 653 5. 642 
153. 543 4. 631 
153. 294 5. 033 
153. 689 3. 278 
153. 193 4. 104 
153.588 2.345 
153.340 2.759 
155. 914 6. 094 
154. 990 7. 120 
153.406 5.147 
152.931 6.422 
153.179 6.084 
153.884 2.954 
152.997 4.431 
153.705 1.294 
153. 262 2. 032 
155.687 4.731 
156.534 3.750 



3.458 1.00 0.00 
3.886 1.00 0.00 
1.213 1.00 0.00 
2.846 1.00 0.00 

-1.016 1.00 0.00 
0.622 1.00 0.00 

-2.182 1.00 0.00 
6.357 1.00 0.00 
7.659 1.00 0.00 
8.248 1.00 0.00 
7.649 1.00 0.00 
7.538 1.00 0.00 
6.433 1.00 0.00 
5.130 1.00 0.00 
6.696 1.00 0.00 
4.111 1.00 0.00 
5.682 1.00 0.00 
4.388 1.00 0.00 
5.737 1.00 0.00 
8.317 1.00 0.00 
8.465 1.00 0.00 
7.349 1.00 0.00 
4.913 1.00 0.00 
7.708 1.00 0.00 
3.101 1.00 0.00 
5.901 1.00 0.00 
3.593 1.00 0.00 
9.424 1.00 0.00 

10.094 1.00 0.00 



ffifiEift 2003-3083148 



#M 2002-236129 



^-v! 446/ 



ATOM 1028 


C 


THR A 


ATOM 1029 


0 


THR A 


ATOM 1030 


CB 


THR A 


ATOM 1031 


0G1 


THR A 


ATOM 1032 


CG2 


THR A 


ATOM 1033 


H 


THR A 


ATOM 1034 


HA 


THR A 


ATOM 1035 


HB 


THR A 


ATOM 1036 


HG1 


THR A 


ATOM 1037 


1HG2 


THR A 


ATOM 1038 


2HG2 


THR A 


ATOM 1039 


3HG2 


THR A 


ATOM 1040 


N 


CYS A 


ATOM 1041 


CA 


CYS A 


ATOM 1042 


C 


CYS A 


ATOM 1043 


0 


CYS A 


ATOM 1044 


CB 


CYS A 


ATOM 1045 


SG 


CYS A 


ATOM 1046 


H 


CYS A 


ATOM 1047 


HA 


CYS A 


ATOM 1048 


1HB 


CYS A 


ATOM 1049 


2HB 


CYS A 


ATOM 1050 


HG 


CYS A 


ATOM 1051 


N 


ALA A 


ATOM 1052 


CA 


ALA A 


ATOM 1053 


C 


ALA A 


ATOM 1054 


0 


ALA A 


ATOM 1055 


CB 


ALA A 


ATOM 1056 


H 


ALA A 



73 155.833 2.399 

73 154.813 2.263 

73 156.909 4.241 

73 157.700 3.278 

73 155.709 4.539 

73 154.851 5.012 

73 157.434 3.636 

73 157.486 5.150 

73 158.049 3.660 

73 155.202 3.617 

73 155.032 5.192 

73 156.035 5.021 

74 156.388 1.402 
74 155.816 0.060 
74 156.913 -0.999 
74 158.096 -0.687 
74 154.939 -0.148 
74 153.237 0.427 
74 157.201 1.572 
74 155.205 -0.035 
74 155.370 0.387 
74 154.905 -1.202 

74 152.753 0.204 

75 156.512 -2.252 
75 157.461 -3.357 
75 158.197 -3.521 
75 157.960 -2.774 
75 156.745 -4.647 
75 155.554 -2.438 



10.188 1.00 0.00 
10.862 1.00 0.00 
11.493 1.00 0.00 
12.167 1.00 0.00 
12.365 1.00 0.00 

9.852 1.00 0.00 

9.510 1.00 0.00 
11.401 1.00 0.00 
12.976 1.00 0.00 
12.608 1.00 0.00 
11.834 1.00 0.00 
13.274 1.00 0.00 

9.505 1.00 0.00 

9.512 1.00 0.00 

9.554 1.00 0.00 

9.422 1.00 0.00 

8.276 1.00 0.00 

8.475 1.00 0.00 

8.985 1.00 0.00 
10.396 1.00 0.00 

7.443 1.00 0.00 

8.042 1.00 0.00 

7.676 1.00 0.00 

9.739 1.00 0.00 

9.799 1.00 0.00 

8.474 1.00 0.00 

7.524 1.00 0.00 

10.170 1.00 0.00 

9.837 1.00 0.00 

mtl# 2003-3083148 



#K 2002-236129 



^- v : 447/ 



ATOM 1057 
ATOM 1058 
ATOM 1059 
ATOM 1060 
ATOM 1061 
ATOM 1062 
ATOM 1063 
ATOM 1064 
ATOM 1065 
ATOM 1066 
ATOM 1067 
ATOM 1068 
ATOM 1069 
ATOM 1070 
ATOM 1071 
ATOM 1072 
ATOM 1073 
ATOM 1074 
ATOM 1075 
ATOM 1076 
ATOM 1077 
ATOM 1078 
ATOM 1079 
ATOM 1080 
ATOM. 1081 
ATOM 1082 
ATOM 1083 
ATOM 1084 
ATOM 1085 



HA 


ALA 


A 


75 


1HB 


ALA 


A 


75 


2HB 


ALA 


A 


75 


3HB 


ALA 


A 


75 


N 


LEU 


A 


76 


CA 


LEU 


A 


76 


C 


LEU 


A 


76 


0 


LEU 


A 


76 


CB 


LEU 


A 


76 


CG 


LEU 


A 


76 


CD1 


LEU 


A 


76 


CD2 


LEU 


A 


76 


H 


LEU 


A 


76 


HA 


LEU 


A 


76 


1HB 


LEU 


A 


76 


2HB 


LEU 


A 


76 


HG 


LEU 


A 


76 


1HD1 


LEU 


A 


76 


2HD1 


LEU 


A 


76 


3HD1 


LEU 


A 


76 


1HD2 


LEU 


A 


76 


2HD2 


LEU 


A 


76 


3HD2 


LEU 


A 


76 


N 


LYS 


A 


77 


CA 


LYS 


A 


77 


C 


LYS 


A 


77 


0 


LYS 


A 


77 


CB 


LYS 


A 


77 


CG 


LYS 


A 


77 



158.180 -3.137 

156.801 -4.796 

157.215 -5.478 

155.709 -4.583 

159.091 -4.502 

159.862 -4.764 

159. 161 -5. 793 

158.560 -6.745 

161.265 -5.256 

162.272 -4.153 

163.265 -4.636 

162.999 -3.700 

159. 236 -5. 064 

159.945 -3.836 

161.185 -5.912 

161.650 -5.823 

161.745 -3.304 

164.124 -5.069 

162.795 -5.380 

163.582 -3.801 

162.395 -3.926 

163.945 -4.216 

163. 173 -2. 636 

159. 241 -5. 595 

158.615 -6.506 

157.102 -6.545 

156.473 -7.591 

159.196 -7.914 

160.695 -7.980 



10.574 1.00 0.00 
11.238 1.00 0.00 
9.665 1.00 0.00 
9.869 1.00 0.00 
8.416 1.00 0.00 
7.206 1.00 0.00 
6.326 1.00 0.00 
6.825 1.00 0.00 

7.566 1.00 0.00 
7.899 1.00 0.00 
8.945 1.00 0.00 
6.642 1.00 0.00 
9.206 1.00 0.00 
6.659 1.00 0.00 
8.421 1.00 0.00 
6.733 1.00 0.00 
8.307 1.00 0.00 
8.454 1.00 0.00 
9.572 1.00 0.00 
9.554 1.00 0.00 
5.775 1.00 0.00 

6.567 1.00 0.00 
6.690 1.00 0.00 
5.014 1.00 0.00 
4.063 1.00 0.00 
4.261 1.00 0.00 
4.107 1.00 0.00 
4.213 1.00 0.00 
3.971 1.00 0.00 



m®E# 2003-3083148 



mm 2002-236129 



448/ 



ATOM 1086 


CD 


LYS A 


77 ; 


161.038 


-7.712 


ATOM 1087 


CE 


LYS A 


77 


162.514 


-7.398 


ATOM 1088 


NZ 


LYS A 


77 


163. 360 


-8.619 


ATOM 1089 


H 


LYS A 


77 


159.734 


-4.817 


ATOM 1090 


HA 


LYS A 


77 


158.826 


-6. 143 


ATOM 1091 


1HB 


LYS A 


77 


158.998 


-8.268 


ATOM 1092 


2HB 


LYS A 


77 


158. 709 


-8. 569 


ATOM 1093 


1HG 


LYS A 


77 


161.183 


-7.239 


ATOM 1094 


2HG 


LYS A 


77 


161.050 


-8.965 


ATOM 1095 


1HD 


LYS A 


77 


160.794 


-8. 586 


ATOM 1096 


2HD 


LYS A 


77 


160.456 


-6. 871 


ATOM 1097 


1HE 


LYS A 


77 


162.662 


-6.956 


ATOM 1098 


2HE 


LYS A 


77 


162.813 


-6.693 


ATOM 1099 


1HZ 


LYS A 


77 


162.813 


-9.459 


ATOM 1100 


2HZ 


LYS A 


77 


163. 682 


-8. 743 


ATOM 1101 


3HZ 


LYS A 


77 


164. 191 


-8. 536 


ATOM 1102 


N 


LYS A 


78 


156.526 


-5.398 


ATOM 1103 


GA 


LYS A 


78 


155.087 


-5.300 


ATOM 1104 


C 


LYS A 


78 


154. 565 


-3.928 


ATOM 1105 


0 


LYS A 


78 


153. 672 


-3.373 


ATOM 1106 


CB 


LYS A 


78 


154.754 


-5.564 


ATOM 1107 


CG 


LYS A 


78 


155. 276 


-6.897 


ATOM 1108 


CD 


LYS A 


78 


155. 037 


-7.051 


ATOM 1109 


CE 


LYS A 


78 


153. 738 


-7.786 


ATOM 1110 


NZ 


LYS A 


78 


153.489 


-7.930 


ATOM 1111 


H 


LYS A 


78 


157. 081 


-4.597 


ATOM 1112 


HA 


LYS A 


78 


154. 609 


-6. 053 


ATOM 1113 


1HB 


LYS A 


78 


155. 187 


-4.778 


ATOM 1114 


2HB 


LYS A 


78 


153.682 


-5.551 



2.515 1.00 0.00 
2.339 1.00 0.00 
2.449 1.00 0.00 
4.677 1.00 0.00 
3.069 1.00 0.00 
5.213 1.00 0.00 
3.505 1.00 0.00 
4.587 1.00 0.00 
4.240 1.00 0.00 
1.931 1.00 0.00 
2.167 1.00 0.00 
1.364 1.00 0.00 
3.101 1.00 0.00 
2.167 1.00 0.00 
3.430 1.00 0.00 
1.831 1.00 0.00 
4.602 1.00 0.00 
4.821 1.00 0.00 
4.407 1.00 0.00 
5.047 1.00 0.00 
6.291 1.00 0.00 
6.803 1.00 0.00 
8.296 1.00 0.00 
8.580 1.00 0.00 
10.040 1.00 0.00 
4.709 1.00 0.00 
4.212 1.00 0.00 
6.892 1.00 0.00 
6.413 1.00 0.00 



mmm 2003 



-3083148 



#H 2002-236129 ^-v : 449/ 



ATOM 1115 
ATOM 1116 
ATOM 1117 
ATOM 1118 
ATOM 1119 
ATOM 1120 
ATOM 1121 
ATOM 1122 
ATOM 1123 
ATOM 1124 
ATOM 1125 
ATOM 1126 
ATOM 1127 
ATOM 1128 
ATOM 1129 
ATOM 1130 
ATOM 1131 
ATOM 1132 
ATOM 1133 
ATOM 1134 
ATOM 1135 
ATOM 1136 
ATOM 1137 
ATOM 1138 
ATOM 1139 
ATOM 1140 
ATOM 1141 
ATOM 1142 
ATOM 1143 



1HG 


LYS A 


78 


2HG 


LYS A 


78 


1HD 


LYS A 


78 


2HD 


LYS A 


78 


1HE 


LYS A 


78 


2HE 


LYS A 


78 


1HZ 


LYS A 


78 


2HZ 


LYS A 


78 


3HZ 


LYS A 


78 


N 


ALA A 


79 


CA 


ALA A 


79 


C 


ALA A 


79 


0 


ALA A 


79 


CB 


ALA A 


79 


H 


ALA A 


79 


HA 


ALA A 


79 


1HB 


ALA A 


79 


2HB 


ALA A 


79 


3HB 


ALA A 


79 


N 


LEU A 


80 


CA 


LEU A 


80 


C 


LEU A 


80 


0 


LEU A 


80 


CB 


LEU A 


80 


CG 


LEU A 


80 


CD1 


LEU A 


80 


CD2 


LEU A 


80 


H 


LEU A 


80 


HA 


LEU A 


80 



154.768 -7.695 

156. 337 -6. 956 

155.857 -7.608 

154.992 -6.070 

152. 923 -7. 233 

153.790 -8.768 

152.472 -7.847 

153.995 -7.189 

153.820 -8.860 

155.130 -3.385 

154.722 -2.078 

154. 661 -2. 066 
155.692 -2.045 
155.673 -1.002 
155.838 -3.876 
153.737 -1.864 
156.179 -1.352 
155.115 -0.107 
156.402 -0.782 
153.445 -2.077 
153.250 -2.068 
152.372 -0.893 
151.191 -0.835 
152.617 -3.383 
152.301 -3.464 
153.582 -3.431 
151.501 -4.721 

152. 662 -2. 093 
154.218 -1.962 



6.283 1.00 0.00 
6.609 1.00 0.00 
8.726 1.00 0.00 
8.746 1.00 0.00 
8.138 1.00 0.00 
8.132 1.00 0.00 
10.240 1.00 0.00 
10.566 1.00 0.00 
10.369 1.00 0.00 

3.333 1.00 0.00 
2.834 1.00 0.00 
1.311 1.00 0.00 
0.638 1.00 0.00 

3.334 1.00 0.00 
2.865 1.00 0.00 
3.225 1.00 0.00 
4.222 1.00 0.00 

3.567 1.00 0.00 

2.568 1.00 0.00 
0.772 1.00 0.00 

-0.674 1.00 0.00 
-1.095 1.00 0.00 
-0.752 1.00 0.00 
-1.131 1.00 0.00 
-2.626 1.00 0.00 
-3.445 1.00 0.00 
-2.933 1.00 0.00 
1.360 1.00 0.00 
-1.139 1.00 0.00 



mSE# 2003-3083148 



mm 2002-236129 V \ 450/ 



ATOM 1144 


1HB 


LEU A 


80 


153. 294 


-4. 189 


-0.883 1.00 0.00 


ATOM 1145 


2HB 


LEU A 


80 151.698 


-3.526 


-0.585 1.00 0.00 


ATOM 1146 


HG 


LEU A 


80 151.704 


-2.608 


-2.907 1.00 0.00 


ATOM 1147 


1HD1 


LEU A 


80 


153.460 


-4.038 


-4.330 1.00 0.00 


ATOM 1148 


2HD1 


LEU A 


80 


154. 399 


-3. 819 


-2.852 1.00 0.00 


ATOM 1149 


3HD1 LEU A 


80 


153. 799 


-2.413 


-3.734 1.00 0.00 


ATOM 1150 


1HD2 LEU A 


80 


151.751 


-5.074 


-3.924 1.00 0.00 


ATOM 1151 


2HD2 LEU A 


80 


150. 446 


-4.496 


-2.887 1.00 0.00 


ATOM 1152 


3HD2 LEU A 


80 


151.739 


-5.485 


-2.209 1.00 0.00 


ATOM 1153 


N 


PHE A 


81 


152. 956 


0.039 


-1.839 1.00 0.00 


ATOM 1154 


CA 


PHE A 


81 


152. 227 


1.212 


-2.307 1.00 0.00 


ATOM 1155 


C 


PHE A 


81 


151.468 


0.904 


-3.594 1.00 0.00 


ATOM 1156 


0 


PHE A 


81 


151.964 


0.183 


-4.460 1.00 0.00 


ATOM 1157 


CB 


PHE A 


81 


153. 188 


2.379 


-2.536 1.00 0.00 


ATOM 1158 


CG 


PHE A 


81 


153. 792 


2.916 


-1.270 1.00 0.00 


ATOM 1159 


CD1 


PHE A 


81 


154. 989 


2.410 


-0.788 1.00 0.00 


ATOM 1160 


CD2 


PHE A 


81 


153. 164 


3.928 


-0.561 1.00 0.00 


ATOM 1161 


CE1 


PHE A 


81 


155. 547 


2.902 


0.377 1.00 0.00 


ATOM 1162 


CE2 


PHE A 


81 


153. 717 


4.425 


0.603 1.00 0.00 


ATOM 1163 


CZ 


PHE A 


81 


154. 910 


3.911 


1.073 1.00 0.00 


ATOM 1164 


H 


PHE A 


81 


153. 900 


-0.064 


-2.079 1.00 0.00 


ATOM 1165 


HA 


PHE A 


81 


151.516 


1.487 


-1.543 1.00 0.00 


ATOM 1166 


1HB 


PHE A 


81 


153.995 


2.052 


-3.175 1.00 0.00 


ATOM 1167 


2HB 


PHE A 


81 


152. 657 


3.185 


-3.020 1.00 0.00 


ATOM 1168 


HD1 


PHE A 


81 


155.488 


1.622 


-1.332 1.00 0.00 


ATOM 1169 


HD2 


PHE A 


81 


152.231 


4.330 


-0.928 1.00 0.00 


ATOM 1170 


HE1 


PHE A 


81 


156.480 


2.499 


0.742 1.00 0.00 


ATOM 1171 


HE2 


PHE A 


81 


153.216 


5.213 


1.146 1.00 0.00 


ATOM 1172 


HZ 


PHE A 


81 


155.344 


4.297 


1.983 1.00 0.00 



fcBSE# 2003-3083148 



mm 2002-236129 



^-v : 451/ 



ATOM 1173 N VALA 82 150.265 1.454 -3.713 1.00 0.00 

ATOM 1174 CA VALA 82 149.439 1.238 -4.894 1.00 0.00 

ATOM 1175 C VALA 82 148.475 2.400 -5.112 1.00 0.00 

ATOM 1176 0 VALA 82 148.288 3.238 -4.230 1.00 0.00 

ATOM 1177 CB VALA 82 148.632 -0.069 -4.784 1.00 0.00 

ATOM 1178 CGI VALA 82 149.555 -1.276 -4.862 1.00 0.00 

ATOM 1179 CG2 VALA 82 147.821 -0.090 -3.498 1.00 0.00 

ATOM 1180 H VALA 82 149.925 2.020 -2.988 1.00 0.00 

ATOM 1181 HA VALA 82 150.095 1.161 -5.750 1.00 0.00 

ATOM 1182 HB VALA 82 147.946 -0.116 -5.618 1.00 0.00 

ATOM 1183 1HG1 VALA 82 150.262 -1.240 -4.048 1.00 0.00 

ATOM 1184 2HG1 VALA 82 150.086 -1.262 -5.802 1.00 0.00 

ATOM 1185 3HG1VALA 82 148.970 -2.181 -4.792 1.00 0.00 

ATOM 1186 1HG2 VAL A 82 147.469 0.907 -3.279 1.00 0.00 

ATOM 1187 2HG2VALA 82 148.442 -0.439 -2.686 1.00 0.00 

ATOM 1188 3HG2VALA 82 146.976 -0.752 -3.616 1.00 0.00 



ATOM 1189 


N 


LYS A 


83 147.867 


2.443 


-6.292 1.00 0.00 


ATOM 1190 


CA 


LYS A 


83 146.922 


3.502 


-6.627 1.00 0.00 


ATOM 1191 


C 


LYS A 


83 145.691 


3.437 


-5.732 1.00 0.00 


ATOM 1192 


0 


LYS A 


83 145.092 


2.376 


-5.556 1.00 0.00 


ATOM 1193 


CB 


LYS A 


83 146.505 


3.398 


-8.096 1.00 0.00 


ATOM 1194 


CG 


LYS A 


83 147.637 


3.674 


-9.071 1.00 0.00 


ATOM 1195 


CD 


LYS A 


83 147.323 


3.133 


-10.456 1.00 0.00 


ATOM 1196 


CE 


LYS A 


83 148.071 


3.897 


-11.536 1.00 0.00 


ATOM 1197 


NZ 


LYS A 


83 149.309 


3.187 


-11.962 1.00 0.00 


ATOM 1198 


H 


LYS A 


83 148.058 


1.747 


-6.955 1.00 0.00 


ATOM 1199 


HA 


LYS A 


83 147.415 


4.449 


-6.470 1.00 0.00 


ATOM 1200 


1HB 


LYS A 


83 146.134 


2.401 


-8.281 1.00 0.00 


ATOM 1201 


2HB 


LYS A 


83 145.714 


4.108 


-8.285 1.00 0.00 



HiliE# 2003-3083148 



2&m 2002-236129 



452/ 



ATOM 1202 
ATOM 1203 
ATOM 1204 
ATOM 1205 
ATOM 1206 
ATOM 1207 
ATOM 1208 
ATOM 1209 
ATOM 1210 
ATOM 1211 
ATOM 1212 
ATOM 1213 
ATOM 1214 
ATOM 1215 
ATOM 1216 
ATOM 1217 
ATOM 1218 
ATOM 1219 
ATOM 1220 
ATOM 1221 
ATOM 1222 
ATOM 1223 
ATOM 1224 
ATOM 1225 
ATOM 1226 
ATOM 1227 
ATOM 1228 
ATOM 1229 
ATOM 1230 



1HG 


LYS A 


2HG 


LYS A 


1HD 


LYS A 


2HD 


LYS A 


1HE 


LYS A 


2HE 


LYS A 


1HZ 


LYS A 


2HZ 


LYS A 


3HZ 


LYS A 


N 


LEU A 


CA 


LEU A 


C 


LEU A 


0 


LEU A 


CB 


LEU A 


CG 


LEU A 


CD1 


LEU A 


CD2 


LEU A 


H 


LEU A 


HA 


LEU A 


1HB 


LEU A 


2HB 


LEU A 


HG 


LEU A 


1HD1 LEU A 


2HD1 LEU A 


3HD1 LEU A 


1HD2 LEU A 


2HD2 LEU A 


3HD2 LEU A 


N 


LYS A 



83 147.789 
83 148.538 
83 147.611 
83 146.261 
83 147.422 
83 148.339 
83 149.120 
83 149.638 

83 150.060 

84 145.318 
84 144.158 
84 142.865 
84 141.879 
84 144.151 
84 142.910 
84 142.912 
84 142.843 
84 145.837 
84 144.233 
84 145.020 
84 144.229 
84 142.027 
84 143.333 
84 141.899 
84 143.505 
84 142.606 
84 143.798 

84 142.078 

85 142.879 



4.740 -9.138 1.00 0.00 
3.203 -8.705 1.00 0.00 
2.093 -10.500 1.00 0.00 
3.221 -10.634 1.00 0.00 
4.015 -12.391 1.00 0.00 
4.871 -11.150 1.00 0.00 
2.620 -12.814 1.00 0.00 
2.556 -11.205 1.00 0.00 
3.875 -12.176 1.00 0.00 
4.580 -5.169 1.00 0.00 
4.661 -4.291 1.00 0.00 
4.491 -5.082 1.00 0.00 
3.961 -4.572 1.00 0.00 
6.002 -3.554 1.00 0.00 
6.266 -2.698 1.00 0.00 
5.375 -1.467 1.00 0.00 
7.733 -2.298 1.00 0.00 
5.392 -5.350 1.00 0.00 
3.863 -3.568 1.00 0.00 
6.041 -2.914 1.00 0.00 
6.791 -4.287 1.00 0.00 
6.036 -3.275 1.00 0.00 
4.414 -1.719 1.00 0.00 
5.244 -1.115 1.00 0.00 
5.835 -0.689 1.00 0.00 
8.332 -3.164 1.00 0.00 
8.040 -1.898 1.00 0.00 
7.866 -1.547 1.00 0.00 
4.942 -6.332 1.00 0.00 



ttif£# 2003-3083148 



#M 2002-236129 



^-v : 453/ 



ATOM 1231 
ATOM 1232 
ATOM 1233 
ATOM 1234 
ATOM 1235 
ATOM 1236 
ATOM 1237 
ATOM 1238 
ATOM 1239 
ATOM 1240 
ATOM 1241 
ATOM 1242 
ATOM 1243 
ATOM 1244 
ATOM 1245 
ATOM 1246 
ATOM 1247 
ATOM 1248 
ATOM 1249 
ATOM 1250 
ATOM 1251 
ATOM 1252 
ATOM 1253 
ATOM 1254 
ATOM 1255 
ATOM 1256 
ATOM 1257 
ATOM 1258 
ATOM 1259 



CA 


LYS A 


C 


LYS A 


0 


LYS A 


CB 


LYS A 


CG 


LYS A 


CD 


LYS A 


CE 


LYS A 


NZ 


LYS A 


H 


LYS A 


HA 


LYS A 


1HB 


LYS A 


2HB 


LYS A 


1HG 


LYS A 


2HG 


LYS A 


1HD 


LYS A 


2HD 


LYS A 


1HE 


LYS A 


2HE 


LYS A 


1HZ 


LYS A 


2HZ 


LYS A 


3HZ 


LYS A 


N 


SER A 


CA 


SER A 


C 


SER A 


0 


SER A 


CB 


SER A 


OG 


SER A 


H 


SER A 


HA 


SER A 



85 141.709 
85 141.357 
85 140.198 
85 141.956 
85 143.160 
85 144.320 
85 144.051 
85 144.712 
85 143.696 
85 140.880 
85 141.083 
85 142.114 
85 143.479 
85 142.875 
85 144.464 
85 145.212 
85 142.985 
85 144.426 
85 145.717 
85 144.645 

85 144.251 

86 142.363 
86 142.158 
86 142.188 
86 142.608 
86 143.227 
86 143.165 
86 143.265 
86 141.187 



4.839 -7.195 1.00 0.00 
3.378 -7.464 1.00 0.00 
3.045 -7.713 1.00 0.00 
5.567 -8.517 1.00 0.00 
5.042 -9.284 1.00 0.00 
6.026 -9.247 1.00 0.00 
7.236 -10.128 1.00 0.00 
7.112 -11.457 1.00 0.00 
5.354 -6.683 1.00 0.00 
5.308 -6.686 1.00 0.00 
5.459 -9.143 1.00 0.00 
6.616 -8.313 1.00 0.00 
4.111 -8.842 1.00 0.00 
4.876 -10.312 1.00 0.00 
6.360 -8.231 1.00 0.00 
5.528 -9.596 1.00 0.00 
7.331 -10.273 1.00 0.00 
8.119 -9.630 1.00 0.00 
6.869 -11.335 1.00 0.00 
8.011 -11.975 1.00 0.00 
6.367 -12.017 1.00 0.00 
2.511 -7.412 1.00 0.00 
1.087 -7.651 1.00 0.00 
0.306 -6.341 1.00 0.00 
-0.850 -6.306 1.00 0.00 
0.549 -8.603 1.00 0.00 
1.200 -9.861 1.00 0.00 
2.837 -7.209 1.00 0.00 
0.965 -8.107 1.00 0.00 



mtE# 2003-3083148 



#02002 



-236129 



I 454/ 



ATOM 1260 
ATOM 1261 
ATOM 1262 
ATOM 1263 
ATOM 1264 
ATOM 1265 
ATOM 1266 
ATOM 1267 
ATOM 1268 
ATOM 1269 
ATOM 1270 
ATOM 1271 
ATOM 1272 
ATOM 1273 
ATOM 1274 
ATOM 1275 
ATOM 1276 
ATOM 1277 
ATOM 1278 
ATOM 1279 
ATOM 1280 
ATOM 1281 
ATOM 1282 
ATOM 1283 
ATOM 1284 
ATOM 1285 
ATOM 1286 
ATOM 1287 
ATOM 1288 



1HB 


SER A 


86 


2KB 


SER A 


86 


HG 


SER A 


86 


N 


CYS A 


87 


CA 


CYS A 


87 


C 


CYS A 


87 


0 


CYS A 


87 


CB 


CYS A 


87 


SG 


CYS A 


87 


H 


CYS A 


87 


HA 


CYS A 


87 


1HB 


CYS A 


87 


2HB 


CYS A 


87 


HG 


CYS A 


87 


N 


ARG A 


88 


CA 


ARG A 


88 


C 


ARG A 


88 


0 


ARG A 


88 


CB 


ARG A 


88 


CG 


ARG A 


88 


CD 


ARG A 


88 


NE 


ARG A 


88 


CZ 


ARG A 


88 


NH1 


ARG A 


88 


NH2 


ARG A 


88 


H 


ARG A 


88 


HA 


ARG A 


88 


1HB 


ARG A 


88 


2HB 


ARG A 


88 



144.204 0.714 

143.073 -0.510 

142.249 1.269 

141.740 0.946 

141.714 0.312 

140.288 -0.056 

139.363 0.738 

142.326 1.241 

144.133 1.202 

141.417 1.868 

142.303 -0.591 

142.027 2.256 

141.961 0.958 

144.438 0.603 

140.119 -1.265 

138.806 -1.737 

138.683 -1.722 

139.522 -2.287 

138.558 -3.152 

137.514 -3.212 

136.107 -3.286 

135.160 -3.860 

133.845 -3.915 

133.319 -3.434 

133.055 -4.454 

140.895 -1.853 

138.067 -1.072 

139.485 -3.544 

138.226 -3.779 



-8.176 1.00 0.00 
-8.752 1.00 0.00 
■10.141 1.00 0.00 
-5.266 1.00 0.00 
-3.953 1.00 0.00 
-3.555 1.00 0.00 
-3.721 1.00 0.00 
-2.903 1.00 0.00 
-2.848 1.00 0.00 
-5.358 1.00 0.00 
-4.011 1.00 0.00 
-3.113 1.00 0.00 
-1.927 1.00 0.00 
-3.533 1.00 0.00 
-3.030 1.00 0.00 
-2.610 1.00 0.00 
-1.085 1.00 0.00 
-0.385 1.00 0.00 
-3.140 1.00 0.00 
-4.244 1.00 0.00 
-3.675 1.00 0.00 
-4.628 1.00 0.00 
-4.425 1.00 0.00 
-3.305 1.00 0.00 
-5.343 1.00 0.00 
-2.924 1.00 0.00 
-3.029 1.00 0.00 
-3.530 1.00 0.00 
-2.326 1.00 0.00 



£B1E# 2003-3083148 



2002-236129 



^-v : 455/ 



ATOM 1289 
ATOM 1290 
ATOM 1291 
ATOM 1292 
ATOM 1293 
ATOM 1294 
ATOM 1295 
ATOM 1296 
ATOM 1297 
ATOM 1298 
ATOM 1299 
ATOM 1300 
ATOM 1301 
ATOM 1302 
ATOM 1303 
ATOM 1304 
ATOM 1305 
ATOM 1306 
ATOM 1307 
ATOM 1308 
ATOM 1309 
ATOM 1310 
ATOM 1311 
ATOM 1312 
ATOM 1313 
ATOM 1314 
ATOM 1315 
ATOM 1316 
ATOM 1317 



1HG 


ARG A 


88 


2HG 


ARG A 


88 


1HD 


ARG A 


88 


2HD 


ARG A 


88 


HE 


ARG A 


88 


1HH1 ARG A 


88 


2HH1 ARG A 


88 


1HH2 ARG A 


88 


2HH2 ARG A 


88 




DDA A 

FRO A 


89 


A A 

OA 


TynA A 

PRO A 


89 


t 


DDA A 

PRO A 


89 


0 


PRO A 


89 


LB 


PRO A 


89 


LG 


DDA A 

PRO A 


89 


CD 


DDA A 

PRO A 


89 


HA 


PRO A 


89 


1HB 


PRO A 


89 


2HB 


PRO A 


89 


1HG 


PRO A 


89 


2HG 


PRO A 


89 


1HD 


PRO A 


89 


2HD 


PRO A 


89 


N 


ASP A 


90 


CA 


ASP A 


90 


C 


ASP A 


90 


0 


ASP A 


90 


CB 


ASP A 


90 


CG 


ASP A 


90 



137.598 -2.327 

137.695 -4.089 

136. 123 -3. 898 

135.784 -2.288 

135. 522 -4. 222 

133.909 -3.027 

132.330 -3.480 

133.446 -4.818 

132.067 -4.496 

137.633 -1.072 

137.417 -0.994 

137.404 -2.369 

136.670 -3.264 

136.041 -0.332 

135.870 0.429 

136.580 -0.368 

138. 161 -0. 375 

135.282 -1.091 

136.031 0.326 

134.819 0.515 

136.316 1.408 

135.902 -1.070 

137.011 0.289 

138.220 -2.533 

138.302 -3.801 

137.533 -3.735 

138.011 -3.166 

139.763 -4.165 

139.987 -5.664 



-4.856 1.00 0.00 
-4.849 1.00 0.00 
-2.786 1.00 0.00 
-3.417 1.00 0.00 
-5. 463 1.00 0.00 
-2.609 1.00 0.00 
-3.158 1.00 0.00 
-6.189 1.00 0.00 
-5.191 1.00 0.00 
-0.548 1.00 0.00 
0.901 1.00 0.00 
1.559 1.00 0.00 
1.136 1.00 0.00 
1.024 1.00 0.00 
-0.245 1.00 0.00 
-1.303 1.00 0.00 
1.379 1.00 0.00 
1.136 1.00 0.00 
1.881 1.00 0.00 
-0.482 1.00 0.00 
-0.150 1.00 0.00 
-1.765 1.00 0.00 
-2.044 1.00 0.00 
2.594 1.00 0.00 
3.309 1.00 0.00 
4.624 1.00 0.00 
5.606 1.00 0.00 
3.578 1.00 0.00 
3.624 1.00 0.00 



£BliE#2 003-3083148 



mm 2 o o 2 



-236129 



^- v : 456/ 



ATOM 1318 
ATOM 1319 
ATOM 1320 
ATOM 1321 
ATOM 1322 
ATOM 1323 
ATOM 1324 
ATOM 1325 
ATOM 1326 
ATOM 1327 
ATOM 1328 
ATOM 1329 
ATOM 1330 
ATOM 1331 
ATOM 1332 
ATOM 1333 
ATOM 1334 
ATOM 1335 
ATOM 1336 
ATOM 1337 
ATOM 1338 
ATOM 1339 
ATOM 1340 
ATOM 1341 
ATOM 1342 
ATOM 1343 
ATOM 1344 
ATOM 1345 
ATOM 1346 



0D1 


ASP A 


90 


0D2 


ASP A 


90 


H 


ASP A 


90 


HA 


ASP A 


90 


1HB 


ASP A 


90 


2HB 


ASP A 


90 


N 


SER A 


91 


CA 


SER A 


91 


C 


SER A 


91 


0 


SER A 


91 


CB 


SER A 


91 


OG 


SER A 


91 


H 


SER A 


91 


HA 


SER A 


91 


1HB 


SER A 


91 


2HB 


SER A 


91 


HG 


SER A 


91 


N 


ARG A 


92 


CA 


ARG A 


92 


C 


ARG A 


92 


0 


ARG A 


92 


CB 


ARG A 


92 


CG 


ARG A 


92 


CD 


ARG A 


92 


NE 


ARG A 


92 


CZ 


ARG A 


92 


NH1 


ARG A 


92 


NH2 


ARG A 


92 


H 


ARG A 


92 



140.017 -6.226 
140.130 -6.275 
138.781 -1.783 
137.860 -4.562 
140.381 -3.751 
140.063 -3.746 
136.339 -4.319 
135.506 -4.326 
135.639 -5.649 
134.700 -6.099 
134.042 -4.084 
133.352 -3.424 
136.012 -4.757 
135.842 -3.527 
133.994 -3.472 
133. 560 -5. 032 
133.254 -4.021 
136.812 -6.266 
137.067 -7.537 
137.066 -7.367 
136. 736 -8. 295 
138.406 -8.118 
138.307 -8.944 
137.309 -10.081 
136.010 -9.750 
134.911 -10.481 
134.949 -11.582 
133.771 -10.109 
137. 522 -5. 857 



4.739 1.00 0.00 
2.544 1.00 0.00 
2.885 1.00 0.00 
2.685 1.00 0.00 
2.796 1.00 0.00 
4.527 1.00 0.00 
4.637 1.00 0.00 
5.834 1.00 0.00 
6.582 1.00 0.00 
7.237 1.00 0.00 
5.463 1.00 0.00 
6.510 1.00 0.00 
3.824 1.00 0.00 
6.476 1.00 0.00 
4.575 1.00 0.00 
5.272 1.00 0.00 
7.255 1.00 0.00 
6.479 1.00 0.00 
7.147 1.00 0.00 
8.663 1.00 0.00 
9.401 1.00 0.00 
6.689 1.00 0.00 
5.417 1.00 0.00 
5.568 1.00 0.00 
4.987 1.00 0.00 
5.164 1.00 0.00 
5.903 1.00 0.00 
4.598 1.00 0.00 
5.942 1.00 0.00 



EH1E# 2003-3083148 



mm.2 0 0 2- 236129 



^-v : 457/ 



ATOM 1347 


HA 


ARG A 


92 


136. 276 


-8. 219 


ATOM 1348 


1HB 


ARG A 


92 


139.095 


-7. 305 


ATOM 1349 


2HB 


ARG A 


92 


138. 800 


-8. 748 


ATOM 1350 


IHG 


ARG A 


92 


137. 988 


-8. 305 


ATOM 1351 


2HG 


ARG A 


92 


139.279 


-9.357 


ATOM 1352 


1HD 


ARG A 


92 


137.701 


-10. 956 


ATOM 1353 


2HD 


ARG A 


92 


137. 180 


-10.293 


ATOM 1354 


HE 


ARG A 


92 


135. 953 


-8. 941 


ATOM 1355 


1HH1 


ARG A 


92 


135.807 


-11.868 


ATOM 1356 


2HH1 


ARG A 


92 


134. 121 


-12. 127 


ATOM 1357 


1HH2 


ARG A 


92 


133. 736 


-9. 280 


ATOM 1358 


2HH2 


ARG A 


92 


132. 945 


-10. 658 


ATOM 1359 


N 


PHE A 


93 


137.439 


-6. 176 


ATOM 1360 


CA 


PHE A 


93 137.481 


-5.887 


ATOM 1361 


C 


PHE A 


93 


136. 780 


-4. 569 


ATOM 1362 


0 


PHE A 


93 


137. 137 


-3. 875 


ATOM 1363 


CB 


PHE A 


93 


138. 930 


-5. 835 


ATOM 1364 


CG 


PHE A 


93 


139. 691 


-7. 106 


ATOM 1365 


CD1 


PHE A 


93 


140. 083 


-7. 907 


ATOM 1366 


CD2 


PHE A 


93 


140. 013 


-7. 503 


ATOM 1367 


CE1 


PHE A 


93 


140. 783 


-9.078 


ATOM 1368 


CE2 


PHE A 


93 


140. 713 


-8.673 


ATOM 1369 


CZ 


PHE A 


93 


141.098 


-9.462 


ATOM 1370 


H 


PHE A 


93 


137. 693 


-5.476 


ATOM 1371 


HA 


PHE A 


93 


136. 968 


-6.685 


ATOM 1372 


1HB 


PHE A 


93 


139.446 


-5. 036 


ATOM 1373 


2HB 


PHE A 


93 


138. 938 


-5. 637 


ATOM 1374 


HD1 


PHE A 


93 


139. 836 


-7. 607 


ATOM 1375 


HD2 


PHE A 


93 


139. 713 


-6. 887 



6.873 1.00 0.00 

6.511 1.00 0.00 

7.472 1.00 0.00 

4.607 1.00 0.00 

5.191 1.00 0.00 

5.072 1.00 0.00 

6.619 1.00 0.00 

4.437 1.00 0.00 

6.332 1.00 0.00 

6.032 1.00 0.00 

4.040 1.00 0.00 

4.730 1.00 0.00 

9.122 1.00 0.00 
10.550 1.00 0.00 
10.863 1.00 0.00 
11.815 1.00 0.00 
11.037 1.00 0.00 
10.797 1.00 0.00 
11.858 1.00 0.00 

9.508 1.00 0.00 
11.639 1.00 0.00 

9.283 1.00 0.00 
10.350 1.00 0.00 

8.484 1.00 0.00 
11.065 1.00 0.00 
10.524 1.00 0.00 
12.100 1.00 0.00 
12.866 1.00 0.00 

8.674 1.00 0.00 

miE# 2003-3083148 



#H 2002-236129 



^— ? I 458/ 



ATOM 1376 
ATOM 1377 
ATOM 1378 
ATOM 1379 
ATOM 1380 
ATOM 1381 
ATOM 1382 
ATOM 1383 
ATOM 1384 
ATOM 1385 
ATOM 1386 
ATOM 1387 
ATOM 1388 
ATOM 1389 
ATOM 1390 
ATOM 1391 
ATOM 1392 
ATOM 1393 
ATOM 1394 
ATOM 1395 
ATOM 1396 
ATOM 1397 
ATOM 1398 
ATOM 1399 
ATOM 1400 
ATOM 1401 
ATOM 1402 
ATOM 1403 
ATOM 1404 



HE1 


PHE A 


93 


HE2 


PHE A 


93 


HZ 


PHE A 


93 


N 


ALA A 


94 


CA 


ALA A 


94 


C 


ALA A 


94 


0 


ALA A 


94 


CB 


ALA A 


94 


H 


ALA A 


94 


HA 


ALA A 


94 


1HB 


ALA A 


94 


2HB 


ALA A 


94 


3HB 


ALA A 


94 


N 


SER A 


95 


CA 


SER A 


95 


C 


SER A 


95 


0 


SER A 


95 


CB 


SER A 


95 


OG 


SER A 


95 


H 


SER A 


95 


HA 


SER A 


95 


1HB 


SER A 


95 


2HB 


SER A 


95 


HG 


SER A 


95 


N 


LEU A 


96 


CA 


LEU A 


96 


C 


LEU A 


96 


0 


LEU A 


96 


CB 


LEU A 


96 



141.083 -9.693 

140.959 -8.971 

141.645 -10.376 

135.778 -4.230 

135.027 -2.996 

133. 691 -3. 270 

132.872 -4.038 

134.809 -2.296 

135.538 -4.825 

135.614 -2.345 

134.850 -3.021 

135.580 -1.554 

133.842 -1.815 

133.478 -2.635 

132.240 -2.810 

131.059 -2.200 

131.135 -1.074 

132. 365 -2. 173 

131.405 -2.708 

134.169 -2.034 

132.070 -3.870 

133.352 -2.365 

132.210 -1.108 

130.544 -2.721 

129. 965 -2. 952 

128.767 -2.486 

127.508 -2.961 

127.307 -4.159 

128.759 -2.981 



12.475 1.00 0.00 
8.275 1.00 0.00 
10.176 1.00 0.00 
10.057 1.00 0.00 
10.252 1.00 0.00 
10.933 1.00 0.00 
10.431 1.00 0.00 
8.918 1.00 0.00 
9.315 1.00 0.00 
10.882 1.00 0.00 
8.120 1.00 0.00 
8.772 1.00 0.00 
8.918 1.00 0.00 
12.081 1.00 0.00 
12.832 1.00 0.00 
12.085 1.00 0.00 
11.594 1.00 0.00 
14.217 1.00 0.00 
15.114 1.00 0.00 
12.431 1.00 0.00 
12.947 1.00 0.00 
14.611 1.00 0.00 
14.137 1.00 0.00 
14.690 1.00 0.00 
12.003 1.00 0.00 
11.316 1.00 0.00 
12.035 1.00 0.00 
12.230 1.00 0.00 
9.868 1.00 0.00 
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ATOM 1405 


CG 


LEU A 


ATOM 1406 


CD1 


LEU A 


ATOM 1407 


CD2 


LEU A 


ATOM 1408 


H 


LEU A 


ATOM 1409 


HA 


LEU A 


ATOM 1410 


1HB 


LEU A 


ATOM 1411 


2HB 


LEU A 


ATOM 1412 


HG 


LEU A 


ATOM 1413 


1HD1 


LEU A 


ATOM 1414 


2HD1 


LEU A 


ATOM 1415 


3HD1 


LEU A 


ATOM 1416 


1HD2 


LEU A 


ATOM 1417 


2HD2 


LEU A 


ATOM 1418 


3HD2 


LEU A 


ATOM 1419 


N 


GLN A 


ATOM 1420 


CA 


GLN A 


ATOM 1421 


C 


GLN A 


ATOM 1422 


0 


GLN A 


ATOM 1423 


CB 


GLN A 


ATOM 1424 


CG 


GLN A 


ATOM 1425 


CD 


GLN A 


ATOM 1426 


0E1 


GLN A 


ATOM 1427 


NE2 


GLN A 


ATOM 1428 


H 


GLN A 


ATOM 1429 


HA 


GLN A 


ATOM 1430 


1HB 


GLN A 


ATOM 1431 


2HB 


GLN A 


ATOM 1432 


1HG 


GLN A 


ATOM 1433 


2HG 


GLN A 



96 129.541 -2.112 

96 129.667 -2.811 

96 128.869 -0.757 

96 129.965 -3.841 

96 128.783 -1.407 

96 129.176 -3.978 

96 127.733 -3.033 

96 130.537 -1.949 

96 128.875 -2.478 

96 129.590 -3.880 

96 130.623 -2.574 

96 128.830 -0.257 

96 127.866 -0.895 

96 129.435 -0.156 

97 126.665 -2.011 
97 125.425 -2.332 
97 124.243 -2.354 
97 123.755 -1.304 
97 125.167 -1.315 
97 125.424 -1.863 
97 124.146 -2.256 
97 123.962 -1.951 
97 123.255 -2.938 
97 126.881 -1.073 
97 125.537 -3.311 
97 125.810 -0.461 
97 124.138 -0.993 
97 126.055 -2.735 
97 125.928 -1.107 



8.882 1.00 0.00 

7.537 1.00 0.00 

8.719 1.00 0.00 
12.415 1.00 0.00 
11.317 1.00 0.00 

9.849 1.00 0.00 

9.534 1.00 0.00 

9.267 1.00 0.00 

6.882 1.00 0.00 

7.679 1.00 0.00 

7.096 1.00 0.00 

9.676 1.00 0.00 

8.344 1.00 0.00 

8.022 1.00 0.00 
12.428 1.00 0.00 
13.127 1.00 0.00 
12.156 1.00 0.00 
11.739 1.00 0.00 
14.240 1.00 0.00 
15.634 1.00 0.00 
16.350 1.00 0.00 
17.528 1.00 0.00 
15.639 1.00 0.00 
12.244 1.00 0.00 
13.565 1.00 0.00 
14.089 1.00 0.00 
14. 187 1. 00 0. 00 
15.554 1.00 0.00 
16.218 1.00 0.00 
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ATOM 1434 1HE2 GLN A 97 123.470 -3.146 14.705 1.00 0.00 

ATOM 1435 2HE2 GLN A 97 122.420 -3.205 16.076 1.00 0.00 

ATOM 1436 N PROA 98 123.766 -3.555 11.782 1.00 0.00 

ATOM 1437 CA PROA 98 122.638 -3.700 10.858 1.00 0.00 

ATOM 1438 C PROA 98 121.303 -3.372 11.518 1.00 0.00 

ATOM 1439 0 PROA 98 121.041 -3.783 12.649 1.00 0.00 

ATOM 1440 CB PRO A 98 122.694 -5.176 10.467 1.00 0.00 

ATOM 1441 CG PROA 98 123.315 -5.851 11.641 1.00 0.00 

ATOM 1442 CD PROA 98 124.286 -4.863 12.229 1.00 0.00 

ATOM 1443 HA PROA 98 122.765 -3.085 9.979 1.00 0.00 

ATOM 1444 1HB PROA 98 121.694 -5.541 10.282 1.00 0.00 

ATOM 1445 2HB PROA 98 123.298 -5.295 9.581 1.00 0.00 

ATOM 1446 1HG PROA 98 122.553 -6.103 12.364 1.00 0.00 

ATOM 1447 2HG PROA 98 123.834 -6.741 11.320 1.00 0.00 

ATOM 1448 1HD PROA 98 124.284 -4.928 13.307 1.00 0.00 

ATOM 1449 2HD PROA 98 125.279 -5.033 11.841 1.00 0.00 

ATOM 1450 N SERA 99 120.462 -2.631 10.804 1.00 0.00 

ATOM 1451 CA SERA 99 119.153 -2.249 11.322 1.00 0.00 

ATOM 1452 C SERA 99 118.076 -3.219 10.847 1.00 0.00 

ATOM 1453 0 SERA 99 117.225 -3.649 11.627 1.00 0.00 

ATOM 1454 CB SERA 99 118.803 -0.826 10.882 1.00 0.00 

ATOM 1455 OG SERA 99 117.906 -0.216 11.794 1.00 0.00 

ATOM 1456 H SERA 99 120.727 -2.335 9.909 1.00 0.00 

ATOM 1457 HA SERA 99 119.200 -2.282 12.399 1.00 0.00 

ATOM 1458 1HB SERA 99 119.705 -0.235 10.834 1.00 0.00 

ATOM 1459 2HB SERA 99 118.341 -0.857 9.907 1.00 0.00 

ATOM 1460 HG SERA 99 117.119 0.070 11.326 1.00 0.00 

ATOM 1461 N GLY A 100 118.117 -3.561 9.563 1.00 0.00 
ATOM 1462 CA GLY A 100 117. 140 -4.477 9.006 1.00 0.00 



mSE^F 2 0 0 3 



-3083148 



#M 2002-236129 



I 461/ 



ATOM 1463 C GLY A 100 117.762 -5.478 

ATOM 1464 0 GLY A 100 118.930 -5.840 

ATOM 1465 H GLY A 100 118.819 -3.187 

ATOM 1466 1HA GLY A 100 116.667 -5.015 

ATOM 1467 2HA GLY A 100 116.390 -3.909 

ATOM 1468 N PRO A 101 117.001 -5.947 

ATOM 1469 CA PRO A 101 117.498 -6.916 

ATOM 1470 C PRO A 101 118. 546 -6.311 

ATOM 1471 0 PRO A 101 119.493 -6.984 

ATOM 1472 CB PRO A 101 116.244 -7.303 

ATOM 1473 CG PROA 101 115.329 -6.138 

ATOM 1474 CD PRO A 101 115.598 -5.570 

ATOM 1475 HA PRO A 101 117.909 -7.791 

ATOM 1476 1HB PRO A 101 116. 503 -7.474 

ATOM 1477 2HB PRO A 101 115.813 -8.199 

ATOM 1478 1HG PRO A 101 115.545 -5.402 

ATOM 1479 2HG PROA 101 114.302 -6.465 

ATOM 1480 1HD PRO A 101 115.482 -4.497 

ATOM 1481 2HD PRO A 101 114.940 -6.018 

ATOM 1482 N SER A 102 118.367 -5.037 

ATOM 1483 CA SER A 102 119. 297 -4.341 

ATOM 1484 C SER A 102 118. 912 -2.873 

ATOM 1485 0 SER A 102 119.748 -1.983 

ATOM 1486 CB SER A 102 119. 328 -5.012 

ATOM 1487 OG SER A 102 118. 028 -5.404 

ATOM 1488 H SER A 102 117. 592 -4.554 

ATOM 1489 HA SER A 102 120. 281 -4. 401 

ATOM 1490 1HB SER A 102 119. 724 -4.319 

ATOM 1491 2HB SER A 102 119. 958 -5.888 



8.050 1. 

8.200 1. 

8.988 1. 

9.815 1. 

8.478 1. 

7.047 1. 

6.065 1. 

5.135 1. 

4.730 1. 

5.277 1. 

5.425 1. 

6.791 1. 

6.546 1. 

4.243 1 
5.699 1 
4.664 1 
5. 351 1 
6.784 1 
7.522 1 
4.801 1 
3.919 1. 
3.773 1. 
3.931 1. 
2.544 1. 
2.138 1. 
5.156 1. 
4.361 1. 
1.817 1. 
2.587 1. 



00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
.00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
00 0.00 
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ATOM 1492 HG SER A 102 117. 584 -4.662 1.720 1.00 0.00 

ATOM 1493 N SER A 103 117. 641 -2.626 3.472 1.00 0.00 

ATOM 1494 CA SER A 103 117. 145 -1.265 3.305 1.00 0.00 

ATOM 1495 C SERA 103 115.622 -1.246 3.240 1.00 0.00 

ATOM 1496 0 SER A 103 114.978 -2.295 3.195 1.00 0.00 

ATOM 1497 CB SER A 103 117.729 -0.639 2.037 1.00 0.00 

ATOM 1498 OG SER A 103 118.925 0.066 2.3211.00 0.00 

ATOM 1499 H SERA 103 117.022 -3.378 3.359 1.00 0.00 

ATOM 1500 HA SER A 103 117.465 -0.689 4.160 1.00 0.00 

ATOM 1501 1HB SER A 103 117.946 -1.417 1.3211.00 0.00 

ATOM 1502 2HB SERA 103 117.011 0.048 1.615 1.00 0.00 

ATOM 1503 HG SER A 103 119.621 -0.234 1.732 1.00 0.00 

ATOM 1504 N GLY A 104 115.049 -0.046 3.236 1.00 0.00 

ATOM 1505 CA GLY A 104 113.605 0.086 3.176 1.00 0.00 

ATOM 1506 C GLY A 104 113. 168 1.467 2.728 1.00 0.00 

ATOM 1507 0 GLY A 104 112. 708 2.251 3.585 1.00 0.00 

ATOM 1508 OXT GLY A 104 113.285 1.764 1.521 1.00 0.00 

ATOM 1509 H GLY A 104 115.612 0.755 3.273 1.00 0.00 

ATOM 1510 1HA GLY A 104 113.216 -0.645 2.484 1.00 0.00 

ATOM 1511 2HA GLY A 104 113.196 -0.108 4.157 1.00 0.00 

TER 1512 GLY A 104 
ENDMDL 



[0 10 6] 



ATOM 1 


N 


GLY A 


1 


127. 996 


-5.495 


4.967 


1.00 0.00 


ATOM 2 


CA 


GLY A 


1 


127.436 


-4. 222 


5.499 


1.00 0.00 


ATOM 3 


C 


GLY A 


1 


127.407 


-3. 121 


4.459 


1.00 0.00 


ATOM 4 


0 


GLY A 


1 


126. 530 


-2.258 


4.483 


1.00 0.00 
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ATOM 5 
ATOM 6 
ATOM 7 
ATOM 8 
ATOM 9 
ATOM 10 
ATOM 11 
ATOM 12 
ATOM 13 
ATOM 14 
ATOM 15 
ATOM 16 
ATOM 17 
ATOM 18 
ATOM 19 
ATOM 20 
ATOM 21 
ATOM 22 
ATOM 23 
ATOM 24 
ATOM 25 
ATOM 26 
ATOM 27 
ATOM 28 
ATOM 29 
ATOM 30 
ATOM 31 
ATOM 32 
ATOM 33 



1H 


GLY 


A 


1 


2H 


GLY 


A 


1 


3H 


GLY 


A 


1 


1HA 


GLY 


A 


1 


2HA 


GLY 


A 


1 


N 


SER 


A 


2 


CA 


SER 


A 


2 


C 


SER 


A 


2 


0 


SER 


A 


2 


CB 


SER 


A 


2 


OG 


SER 


A 


2 


H 


SER 


A 


2 


HA 


SER 


A 


2 


1HB 


SER 


A 


2 


2HB 


SER 


A 


2 


HG 


SER 


A 


2 


N 


SER 


A 


3 


CA 


SER 


A 


3 


C 


SER 


A 


3 


0 


SER 


A 


3 


CB 


SER 


A 


3 


OG 


SER 


A 


3 


H 


SER 


A 


3 


HA 


SER 


A 


3 


1HB 


SER 


A 


3 


2HB 


SER 


A 


3 


HG 


SER 


A 


3 


N 


GLY 


A 


4 


CA 


GLY 


A 


4 



129.036 -5.459 

127.674 -5.646 

127.683 -6.296 

126.428 -4.402 

128.040 -3.898 

128.369 -3.150 

128.452 -2.145 

127.262 -2.254 

126.460 -1.327 

129.758 -2.301 

130.194 -3.649 

129.040 -3.863 

128.436 -1.172 

129.604 -1.984 

130.522 -1.688 

130.040 -4.034 

127.155 -3.392 

126.063 -3.622 

124.712 -3.534 

124.618 -3.732 

126.216 -4.989 

126.958 -4.889 

127.825 -4.094 

126.111 -2.853 

126.733 -5.659 

125.239 -5.388 

127.724 -4.327 

123.668 -3.236 

122.338 -3.127 



4.975 1.00 0.00 
3.989 1.00 0.00 
5.551 1.00 0.00 
5.845 1.00 0.00 
6.334 1.00 0.00 
3.543 1.00 0.00 
2.488 1.00 0.00 
1.539 1.00 0.00 
1.425 1.00 0.00 
1.707 1.00 0.00 
1.704 1.00 0.00 
3.576 1.00 0.00 
2.956 1.00 0.00 
0.686 1.00 0.00 
2.163 1.00 0.00 
0.839 1.00 0.00 
0.861 1.00 0.00 
-0.079 1.00 0.00 
0.624 1.00 0.00 
1.836 1.00 0.00 
-0.747 1.00 0.00 
-1.950 1.00 0.00 
0.995 1.00 0.00 
-0.836 1.00 0.00 
-0.076 1.00 0.00 
-0.972 1.00 0.00 
-1.809 1.00 0.00 
-0.143 1.00 0.00 
0.425 1.00 0.00 
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ATOM 34 


C 


GLY A 


4 


122.252 


-2. 063 


1.500 1.00 0.00 


ATOM 35 


0 


GLY A 


4 123.271 


-1.522 


1.928 1.00 0.00 


ATOM 36 


H 


GLY A 


4 


123. 804 


-3. 088 


-1.103 1.00 0.00 


ATOM 37 


1HA 


GLY A 


4 


121.641 


-2. 885 


-0.364 1.00 0.00 


ATOM 38 


2HA 


GLY A 


4 


122.062 


-4.080 


0.853 1.00 0.00 


ATOM 39 


N 


SER A 


5 


121. 032 


-1.761 


1.938 1.00 0.00 


ATOM 40 


CA 


SER A 


5 


120. 812 


-0.752 


2.971 1.00 0.00 


ATOM 41 


C 


SER A 


5 


121. Ill 


0.647 


2.440 1.00 0.00 


ATOM 42 


0 


SER A 


5 


120. 218 


1.488 


2.344 1.00 0.00 


ATOM 43 


CB 


SER A 


5 


121. 680 


-1.042 


4.198 1.00 0.00 


ATOM 44 


OG 


SER A 


5 


120. 979 


-0. 763 


5.397 1.00 0.00 


ATOM 45 


H 


SER A 


5 


120. 260 


-2. 229 


1.555 1.00 0.00 


ATOM 46 


HA 


SER A 


5 


119.773 


-0.799 


3.259 1.00 0.00 


ATOM 47 


1HB 


SER A 


5 


121.964 


-2. 085 


4.197 1.00 0.00 


ATOM 48 


2HB 


SER A 


5 


122. 568 


-0.428 


4.162 1.00 0.00 


ATOM 49 


HG 


SER A 


5 


120. 189 


-1.306 


5.440 1.00 0.00 


ATOM 50 


N 


SER A 


6 


122. 373 


0.889 


2.097 1.00 0.00 


ATOM 51 


CA 


SER A 


6 


122. 793 


2.186 


1.576 1.00 0.00 


ATOM 52 


C 


SER A 


6 


122. 700 


3.261 


2.653 1.00 0.00 


ATOM 53 


0 


SER A 


6 


121.654 


3.883 


2.837 1.00 0.00 


ATOM 54 


CB 


SER A 


6 


121.937 


2.580 


0.369 1.00 0.00 


ATOM 55 


OG 


SER A 


6 


121. 576 


1.443 


-0.394 1.00 0.00 


ATOM 56 


H 


SER A 


6 


123. 040 


0. 178 


2.198 1.00 0.00 


ATOM 57 


HA 


SER A 


6 


123.822 


2.098 


1.262 1.00 0.00 


ATOM 58 


1KB 


SER A 


6 


121.038 


3.068 


0.713 1.00 0.00 


ATOM 59 


2HB 


SER A 


6 


122.497 


3.259 


-0.259 1.00 0.00 


ATOM 60 


HG 


SER A 


6 


120.764 


1.623 


-0.873 1.00 0.00 


ATOM 61 


N 


GLY A 


7 123.804 


3.476 


3.363 1.00 0.00 


ATOM 62 


CA 


GLY A 


7 123.829 


4.477 


4.412 1.00 0.00 
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ATOM 63 


C 


GLY A 


7 125.104 


ATOM 64 


0 


GLY A 


7 125.065 


ATOM 65 


H 


GLY A 


7 124.609 


ATOM 66 


1HA 


GLY A 


7 


122. 986 


ATOM 67 


2HA 


GLY A 


7 123.740 


ATOM 68 


N 


LEU A 


8 126.238 


ATOM 69 


CA 


LEU A 


8 127.532 


ATOM 70 


C 


LEU A 


8 


128. 105 


ATOM 71 


0 


LEU A 


8 128.927 


ATOM 72 


CB 


LEU A 


8 128.512 


ATOM 73 


CG 


LEU A 


8 


127. 931 


ATOM 74 


CDl 


LEU A 


8 


128. 639 


ATOM 75 


CD2 


LEU A 


8 


128. 039 


ATOM 76 


H 


LEU A 


8 


126.204 


ATOM 77 


HA 


LEU A 


8 


127.384 


ATOM 78 


1HB 


LEU A 


8 


128.872 


ATOM 79 


2HB 


LEU A 


8 


129. 349 


ATOM 80 


HG 


LEU A 


8 


126. 885 


ATOM 81 


1HD1 


LEU A 


8 


128. 427 


ATOM 82 


2HD1 


LEU A 


8 129.705 


ATOM 83 


3HD1 


LEU A 


8 


128. 288 


ATOM 84 


1HD2 


LEU A 


8 


127. 268 


ATOM 85 


2HD2 


LEU A 


8 


127. 917 


ATOM 86 


3HD2 


LEU A 


8 


129. 008 


ATOM 87 


N 


ALA A 


9 


127. 663 


ATOM 88 


CA 


ALA A 


9 


128. 131 


ATOM 89 


C 


ALA A 


9 


128. 306 


ATOM 90 


0 


ALA A 


9 


127.411 


ATOM 91 


CB 


ALA A 


9 


127. 166 
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5.296 4.400 1.00 0.00 

6.520 4.527 1.00 0.00 

2.950 3.170 1.00 0.00 

5.140 4.283 1.00 0.00 

3.983 5.369 1.00 0.00 

4.620 4.248 1.00 0.00 

5.292 4.219 1.00 0.00 

5.309 2.805 1.00 0.00 
4.466 2.448 1.00 0.00 
4.600 5.169 1.00 0.00 
4.217 6.531 1.00 0.00 
2.991 7.087 1.00 0.00 
5.384 7.502 1.00 0.00 
3.645 4.152 1.00 0.00 

6.310 4.548 1.00 0.00 
3.702 4.689 1.00 0.00 
5.261 5.333 1.00 0.00 
3.974 6.415 1.00 0.00 
2.901 8.143 1.00 0.00 
3.094 6.942 1.00 0.00 
2.108 6.573 1.00 0.00 
5.299 8.253 1.00 0.00 
6.312 6.964 1.00 0.00 
5.368 7.978 1.00 0.00 
6.274 2.004 1.00 0.00 
6.400 0.630 1.00 0.00 
7.864 0.241 1.00 0.00 
8.683 0.450 1.00 0.00 
5.710 -0.321 1.00 0.00 
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ATOM 92 
ATOM 93 
ATOM 94 
ATOM 95 
ATOM 96 
ATOM 97 
ATOM 98 
ATOM 99 
ATOM 100 
ATOM 101 
ATOM 102 
ATOM 103 
ATOM 104 
ATOM 105 
ATOM 106 
ATOM 107 
ATOM 108 
ATOM 109 
ATOM 110 
ATOM 111 
ATOM 112 
ATOM 113 
ATOM 114 
ATOM 115 
ATOM 116 
ATOM 117 
ATOM 118 
ATOM 119 
ATOM 120 



H 


ALA A 


9 


HA 


ALA A 


9 


1HB 


ALA A 


9 


2HB 


ALA A 


9 


3HB 


ALA A 


9 


N 


MET A 


10 


CA 


MET A 


10 


C 


MET A 


10 


0 


MET A 


10 


CB 


MET A 


10 


CG 


MET A 


10 


SD 


MET A 


10 


CE 


MET A 


10 


H 


MET A 


10 


HA 


MET A 


10 


1HB 


MET A 


10 


2HB 


MET A 


10 


1HG 


MET A 


10 


2HG 


MET A 


10 


1HE 


MET A 


10 


2HE 


MET A 


10 


3HE 


MET A 


10 


N 


PRO A 


11 


CA 


PRO A 


11 


C 


PRO A 


11 


0 


PRO A 


11 


CB 


PRO A 


11 


CG 


PRO A 


11 


CD 


PRO A 


11 



127.007 6.917 

129.088 5.903 

126.500 6.444 

126.588 4.976 

127.721 5.222 

129.464 8.186 

129.755 9.553 

130.359 9.575 

131.577 9.500 

130.713 10.218 

130.546 11.726 

132. 032 12. 556 

132.482 11.502 

130.137 7.489 

128. 826 10. 101 

130.546 9.801 

131.728 10.008 

130. 307 12. 107 

129.733 11.945 

131.660 10.838 

132.704 12.111 

133.353 10.919 

129. 510 9. 679 

129.968 9.712 

130.980 10.829 

132. 013 10. 604 

128. 690 9. 958 

127. 575 9. 536 

128. 044 9. 776 



2.347 1.00 0.00 
0.558 1.00 0.00 
-0.753 1.00 0.00 
0.222 1.00 0.00 
-1.107 1.00 0.00 
-0.326 1.00 0.00 
-0.746 1.00 0.00 
-2.148 1.00 0.00 
-2.309 1.00 0.00 
0.244 1.00 0.00 
0.332 1.00 0.00 
0.926 1.00 0.00 
2.302 1.00 0.00 
-0.466 1.00 0.00 
-0.756 1.00 0.00 
1.225 1.00 0.00 
-0.059 1.00 0.00 
-0.649 1.00 0.00 
1.009 1.00 0.00 
2.531 1.00 0.00 
3.166 1.00 0.00 
2.040 1.00 0.00 
-3.186 1.00 0.00 
-4.578 1.00 0.00 
-4.830 1.00 0.00 
-5.461 1.00 0.00 
-5.383 1.00 0.00 
-4.490 1.00 0.00 
-3.082 1.00 0.00 
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ATOM 121 
ATOM 122 
ATOM 123 
ATOM 124 
ATOM 125 
ATOM 126 
ATOM 127 
ATOM 128 
ATOM 129 
ATOM 130 
ATOM 131 
ATOM 132 
ATOM 133 
ATOM 134 
ATOM 135 
ATOM 136 
ATOM 137 
ATOM 138 
ATOM 139 
ATOM 140 
ATOM 141 
ATOM 142 
ATOM 143 
ATOM 144 
ATOM 145 
ATOM 146 
ATOM 147 
ATOM 148 
ATOM 149 



HA 


PRO A 


11 


1HB 


PRO A 


11 


2HB 


PRO A 


11 


1HG 


PRO A 


11 


2HG 


PRO A 


11 


1HD 


PRO A 


11 


2HD 


PRO A 


11 


N 


PRO A 


12 


CA 


PRO A 


12 


C 


PRO A 


12 


0 


PRO A 


12 


CB 


PRO A 


12 


CG 


PRO A 


12 


CD 


PRO A 


12 


HA 


PRO A 


12 


1HB 


PRO A 


12 


2HB 


PRO A 


12 


1HG 


PRO A 


12 


2HG 


PRO A 


12 


1HD 


PRO A 


12 


2HD 


PRO A 


12 


N 


GLY A 


13 


CA 


GLY A 


13 


C 


GLY A 


13 


0 


GLY A 


13 


H 


GLY A 


13 


1HA 


GLY A 


13 


2HA 


GLY A 


13 


N 


ASN A 


14 



130.404 8.768 

128.619 11.004 

128. 714 9. 365 

126. 699 10. 131 

127.361 8.488 

127. 745 10. 759 

127.654 9.016 

130. 705 12. 051 

131.611 13.191 

132.995 12.918 

133.971 13.573 

130. 928 14. 329 

129.499 13.920 

129.506 12.421 

131.705 13.460 

131.382 14.431 

131.033 15.251 

129.061 14.342 

128.957 14.246 

129.593 12.098 

128.615 12.015 

133.070 11.946 

134.339 11.603 

135.224 10.780 

135.246 10.995 

132.258 11.458 

134.858 12.515 

134.149 11.040 

135.956 9.835 



-4.869 1.00 0.00 
-5.640 1.00 0.00 
-6.286 1.00 0.00 
-4. 695 1. 00 0. 00 
-4.639 1.00 0.00 
-2.747 1.00 0.00 
-2.420 1.00 0.00 
-4.336 1.00 0.00 
-4.516 1.00 0.00 
-3.938 1.00 0.00 
-4.303 1.00 0.00 
-3.749 1.00 0.00 
-3.643 1.00 0.00 
-3.563 1.00 0.00 
-5.558 1.00 0.00 
-2.775 1.00 0.00 
-4.300 1.00 0.00 
-2.750 1.00 0.00 
-4.519 1.00 0.00 
-2.536 1.00 0.00 
-4.013 1.00 0.00 
-3.033 1.00 0.00 
-2.418 1.00 0.00 
-3.333 1.00 0.00 
-4.545 1.00 0.00 
-2.781 1.00 0.00 
-2.158 1.00 0.00 
-1.517 1.00 0.00 
-2.753 1.00 0.00 



fcBSE#2 003-3083148 



#0 2002-236129 
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ATOM 150 


CA 


ASN A 


14 


136. 846 


8.976 


ATOM 151 


C 


ASN A 


14 


136. 100 


7.759 


ATOM 152 


0 


ASN A 


14 


136.231 


7.404 


ATOM 153 


CB 


ASN A 


14 


138.027 


8.525 


ATOM 154 


CG 


ASN A 


14 


138. 857 


9.692 


ATOM 155 


0D1 


ASN A 


14 


138. 854 


10.769 


ATOM 156 


ND2 


ASN A 


14 


139. 573 


9.481 


ATOM 157 


H 


ASN A 


14 


135. 895 


9.712 


ATOM 158 


HA 


ASN A 


14 


137.220 


9.551 


ATOM 159 


1HB 


ASN A 


14 


137. 653 


7.982 


ATOM 160 


2HB 


ASN A 


14 


138. 663 


7.876 


ATOM 161 


1HD2 


ASN A 


14 


139. 527 


8.597 


ATOM 162 


2HD2 ASN A 


14 


140. 120 


10.217 


ATOM 163 


N 


SER A 


15 


135.315 


7.125 


ATOM 164 


CA 


SER A 


15 


134. 547 


5.947 


ATOM 165 


C 


SER A 


15 


133. 644 


5.488 


ATOM 166 


0 


SER A 


15 132.494 


5.108 


ATOM 167 


CB 


SER A 


15 


135. 486 


4.812 


ATOM 168 


OG 


SER A 


15 


136. 245 


4.351 


ATOM 169 


H 


SER A 


15 


135. 251 


7.455 


ATOM 170 


HA 


SER A 


15 


133. 930 


6.217 


ATOM 171 


1HB 


SER A 


15 


134. 904 


3.989 


ATOM 172 


2HB 


SER A 


15 


136. 162 


5.168 


ATOM 173 


HG 


SER A 


15 


137.023 


4.903 


ATOM 174 


N 


HIS A 


16 


134. 175 


5.525 


ATOM 175 


CA 


HIS A 


16 


133.417 


5.111 


ATOM 176 


C 


HIS A 


16 


133. 979 


5.757 


ATOM 177 


0 


HIS A 


16 


133. 236 


6.307 


ATOM 178 


CB 


HIS A 


16 


133.435 


3.586 



-3.524 1.00 0.00 
-4.061 1.00 0.00 
-5.232 1.00 0.00 
-2.662 1.00 0.00 
-2.162 1.00 0.00 
-2.756 1.00 0.00 
-1.064 1.00 0.00 
-1.782 1.00 0.00 
-4.358 1.00 0.00 
-1.806 1.00 0.00 
-3.245 1.00 0.00 
-0.644 1.00 0.00 
-0.719 1.00 0.00 
-3.196 1.00 0.00 
-3.583 1.00 0.00 
-2.442 1.00 0.00 
-2.662 1.00 0.00 
-3.996 1.00 0.00 
-2.892 1.00 0.00 
-2.275 1.00 0.00 
-4.427 1.00 0.00 
-4.385 1.00 0.00 
-4.759 1.00 0.00 
-2.786 1.00 0.00 
-1.224 1.00 0.00 
-0.049 1.00 0.00 
1.214 1.00 0.00 
2.026 1.00 0.00 
0.086 1.00 0.00 
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ATOM 208 
ATOM 209 
ATOM 210 
ATOM 211 
ATOM 212 
ATOM 213 
ATOM 214 
ATOM 215 
ATOM 216 
ATOM 217 
ATOM 218 
ATOM 219 • 
ATOM 220 
ATOM 221 
ATOM 222 
ATOM 223 
ATOM 224 
ATOM 225 
ATOM 226 
ATOM 227 
ATOM 228 
ATOM 229 
ATOM 230 
ATOM 231 
ATOM 232 
ATOM 233 
ATOM 234 
ATOM 235 
ATOM 236 



HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 
3HD1 LEU A 
1HD2 LEU A 
2HD2 LEU A 
3HD2 LEU A 
N GLU A 
CA GLU A 
C GLU A 
0 GLU A 
CB GLU A 
CG GLU A 
CD GLU A 
0E1 GLU A 
0E2 GLU A 
H GLU A 
HA GLU A 
1HB GLU A 
2HB GLU A 
1HG GLU A 
2HG GLU A 
N VAL A 
CA VAL A 
C VAL A 
0 VAL A 



18 139.370 
18 140.207 
18 140.775 
18 137.875 
18 138.111 
18 139.612 
18 139.632 
18 137.880 
18 139.107 

18 139.590 

19 141.003 
19 142.020 
19 143.006 
19 142.874 
19 141.365 
19 140.356 
19 140.441 
19 139.379 
19 141.570 
19 140.647 
19 142.556 
19 142.135 
19 140.856 
19 139.363 

19 140.540 

20 143.994 
20 145.003 
20 144.363 
20 143.408 



4.264 . 3.047 1.00 0.00 

4.868 0.216 1.00 0.00 

3.563 1.240 1.00 0.00 

3.684 0.534 1.00 0.00 

2.991 -1.597 1.00 0.00 

2.126 -1.266 1.00 0.00 

3.876 -1.488 1.00 0.00 

1.440 1.041 1.00 0.00 

2.045 2.154 1.00 0.00 

1.246 0.658 1.00 0.00 

5.945 3.825 1.00 0.00 

6.879 4.293 1.00 0.00 

6.186 5.228 1.00 0.00 

4.996 5.513 1.00 0.00 

8.062 5.010 1.00 0.00 

7.647 6.069 1.00 0.00 

8.499 7.320 1.00 0.00 

8.824 7.891 1.00 0.00 

8.843 7.730 1.00 0.00 

5.276 4.445 1.00 0.00 

7.246 3.431 1.00 0.00 

8.649 5.487 1.00 0.00 

8.674 4.280 1.00 0.00 

7.738 5.657 1.00 0.00 

6.618 6.340 1.00 0.00 

6.939 5.702 1.00 0.00 

6.398 6.605 1.00 0.00 

5.835 7.870 1.00 0.00 

6.402 8.400 1.00 0.00 



#SiiE# 2 0 0 3 
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ATOM 237 CB VAL A 20 146.035 

ATOM 238 CGI VAL A 20 147. 175 

ATOM 239 CG2 VAL A 20 146. 563 

ATOM 240 H VAL A 20 144. 045 

ATOM 241 HA VAL A 20 145. 520 

ATOM 242 HB VAL A 20 145. 546 

ATOM 243 1HG1 VAL A 20 146.826 

ATOM 244 2HG1 VAL A 20 147. 987 

ATOM 245 3HG1 VAL A 20 147.523 

ATOM 246 1HG2 VAL A 20 145.905 

ATOM 247 2HG2 VAL A 20 146.608 

ATOM 248 3HG2 VAL A 20 147.552 

ATOM 249 N GLY A 21 144. 897 

ATOM 250 CA GLY A 21144.365 

ATOM 251 C GLY A 21 143.362 

ATOM 252 0 GLY A 21 143.332 

ATOM 253 H GLY A 21 145.657 

ATOM 254 1HA GLY A 21 145. 181 

ATOM 255 2HA GLY A 21143.881 

ATOM 256 N SER A 22 142. 540 

ATOM 257 CA SERA 22 141.533 

ATOM 258 C SERA 22 142.140 

ATOM 259 0 SER A 22 143. 184 

ATOM 260 CB SER A 22 140. 381 

ATOM 261 OG SERA 22 139.915 

ATOM 262 H SERA 22 142.615 

ATOM 263 HA SERA 22 141.150 

ATOM 264 1HB SER A 22 140. 722 

ATOM 265 2HB SER A 22 139. 566 



7.470 7.000 1.00 0.00 

6.849 7.793 1.00 0.00 

8.184 5.765 1.00 0.00 

7.882 5.438 1.00 0.00 

5.603 6.089 1.00 0.00 

8.199 7.628 1.00 0.00 

6.589 8.781 1.00 0.00 

7.558 7.873 1.00 0.00 

5.960 7.289 1.00 0.00 

9.001 5.513 1.00 0.00 

7.489 4.939 1.00 0.00 

8.568 5.965 1.00 0.00 

4.714 8.348 1.00 0.00 

4.094 9.547 1.00 0.00 

2.999 9.237 1.00 0.00 

1.968 9.909 1.00 0.00 

4.307 7.882 1.00 0.00 

3.670 10.111 1.00 0.00 

4.850 10.147 1.00 0.00 

3.222 8.216 1.00 0.00 

2.247 7.819 1.00 0.00 

1.169 6.927 1.00 0.00 

1.377 6.308 1.00 0.00 

2.940 7.088 1.00 0.00 

4.061 7.820 1.00 0.00 

4.063 7.719 1.00 0.00 

1.782 8.716 1.00 0.00 

3.275 6.120 1.00 0.00 

2.244 6.962 1.00 0.00 
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mm 2 0 0 2 -2 3 6 1 2 9 



ATOM Zoo 


ur 
nu 


OXLlv A 


99 1 30. 89^ 


3 824 


8.746 1.00 0.00 


ATOM Zo/ 


M 


TTTTT A 
U2/U A 


9Q 141 AQft 
Iftl • ttOKJ 


0 017 


6.867 1.00 0.00 


ATOM Zoo 


PA 


T TTTT A 


9q 1A1 QRfi 
i** i . yoo 


-1 095 


6.052 1.00 0.00 


ATOM 269 




T TTT T A 


9q 1A1 

1ft J., ooo 


-1 033 


4.648 1.00 0.00 


AlWU OTA 

ATOM 270 


A 
0 


T PTl A 


oq -ma 9c;fi 


-0 536 


4.451 1.00 0.00 


A TAIL* 0*71 

ATOM 271 


PT5 


T TTTT A 


oq ui RQ7 

lftl - Oi7 * 


-2 428 


6.711 1.00 0.00 


ATOM 272 


rc 
\Aj 


T TTTT A 
UiU A 


93 119 3QR 


-2 764 


7.970 1.00 0.00 


AT^AXJT OHO 

ATOM 273 


mi 
UJ1 


T TTTT A 


oq 1A1 £7? 


-3 626 


8.913 1.00 0.00 


ATOM 274 


uuz 


T TTTT A 


9q 1A3 6Q7 




7.602 1.00 0.00 


ATOM 275 


TJ 


T TTTT A 




-0 089 


7.384 1.00 0.00 


ATOM 276 


TJ A 

riA 


T TTTT A 
LH/U A 


oq iAq o^l 


-1 017 


5.981 1.00 0.00 


ATOM 277 * 


1HB 


LEU A 


oq lAH RAQ 


-2 406 


6.971 1.00 0.00 


ATOM 278 


2HB 


LEU A 


oq 141 7Rc; 

£0 lfrl • / OO 


_q 216 


5.990 1.00 0.00 


ATOM 279 


HG 


LEU A 


23 142. 646 


1 Q/l O 

-1 . o4o 


o a Qc i nn n on 


ATOM 280 


1HD1 LEU A 


23 141.798 


-4.668 


8.739 1.00 0.00 


ATOM 281 


2HD1 LEU A 


23 140.522 


-3.451 


8.734 1.00 0.00 


ATOM 282 


3HD1 LEU A 


23 141.811 


-3.372 


9.935 1.00 0.00 



ATOM 283 1HD2 LEU A 23 144.307 -3.580 8.485 1.00 0.00 

ATOM 284 2HD2 LEU A 23 144.230 -2.877 6.870 1.00 0.00 

ATOM 285 3HD2 LEU A 23 143.475 -4.439 7.190 1.00 0.00 

ATOM 286 N ALA A 24 142.112 -1.543 3.674 1.00 0.00 

ATOM 287 CA ALA A 24 141.663 -1.547 2.287 1.00 0.00 

ATOM 288 C ALA A 24 142.247 -2.733 1.526 1.00 0.00 

ATOM 289 0 ALA A 24 143.268 -3.294 1.920 1.00 0.00 

ATOM 290 CB ALA A 24 142.041 -0.242 1.605 1.00 0.00 

ATOM 291 H ALA A 24 142.987 -1.926 3.894 1.00 0.00 

ATOM 292 HA ALA A 24 140.585 -1.627 2.286 1.00 0.00 

ATOM 293 1HB ALA A 24 143.115 -0.194 1.488 1.00 0.00 

ATOM 294 2HB ALA A 24 141.710 0.590 2.210 1.00 0.00 
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ATOM 295 
ATOM 296 
ATOM 297 
ATOM 298 
ATOM 299 
ATOM 300 
ATOM 301 
ATOM 302 
ATOM 303 
ATOM 304 
ATOM 305 
ATOM 306 
ATOM 307 
ATOM 308 
ATOM 309 
ATOM 310 
ATOM 311 
ATOM 312 
ATOM 313 
ATOM 314 
ATOM 315 
ATOM 316 
ATOM 317 
ATOM 318 
ATOM 319 
ATOM 320 
ATOM 321 
ATOM 322 
ATOM 323 



3HB ALA A 24 141.571 -0.191 



N GLU A 25 141.590 -3.108 
CA GLU A 25 142.043 -4.228 
C GLU A 25 142. 350 -3. 772 
0 GLU A 25 141.727 -2.844 
CB GLU A 25 140.984 -5.332 
CG GLU A 25 141.514 -6.676 
CD GLU A 25 140.504 -7.441 
0E1 GLU A 25 140. 920 -8. 347 
0E2 GLU A 25 139. 298 -7. 134 
H GLU A 25 140.781 -2.621 
HA GLU A 25 142.947 -4.617 
1HB GLU A 25 140.589 -5.454 
2HB GLU A 25 140.184 -5.032 
1HG GLU A 25 142.399 -6.511 
2HG GLU A 25 141.771 -7.270 



N VAL A 26 143.315 -4.433 
CA VAL A 26 143.705 -4.095 
C VAL A 26 143.324 -5.207 
0 VAL A 26 143. 308 -6. 383 
CB VAL A 26 145. 219 -3. 835 
CGI VAL A 26 145. 574 -3. 289 
CG2 VAL A 26 145. 674 -2. 882 
H VAL A 26 143. 776 -5. 165 
HA VAL A 26 143. 184 -3. 191 
HB VAL A 26 145.735 -4.775 
1HG1 VAL A 26 145.885 -4.100 
2HG1 VAL A 26 146. 379 -2. 575 
3HG1 VAL A 26 144.710 -2.802 



0.635 1.00 0.00 
0.432 1.00 0.00 
-0.385 1.00 0.00 
-1.808 1.00 0.00 
-2.321 1.00 0.00 
-0.407 1.00 0.00 
-0.879 1.00 0.00 
-1.711 1.00 0.00 
-2.463 1.00 0.00 
-1.611 1.00 0.00 
0.169 1.00 0.00 
0.058 1.00 0.00 
0.590 1.00 0.00 
-1.068 1.00 0.00 
-1.476 1.00 0.00 
-0.013 1.00 0.00 
-2.442 1.00 0.00 
-3.805 1.00 0.00 
-4.777 1.00 0.00 
-4.414 1.00 0.00 
-3.909 1.00 0.00 
-5.284 1.00 0.00 
-2.814 1.00 0.00 
-1.979 1.00 0.00 
-4.086 1.00.0.00 
-3.776 1.00 0.00 
-5.925 1.00 0.00 
-5.190 1.00 0.00 
-5.712 1.00 0.00 
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ADA./ 



ATOM 394 


1HG2 


ATOM 3?S 


2HG2 


ATOM 3?fi 

A 1 \Jm Ocj\j 


3HG2 


ATOM 327 

A 1 U1V1 0£ f 


N 


ATOM 3?ft 


CA 


ATOM 32Q 


r 


ATOM 33ft 
A 1 VJIV1 oo\j 


n 


ATOM 331 




ATOM 33? 

A 1 UiVi DO Li 




ATOM 333 
A1UIV1 ooo 


viz 


ATOM 33d 
A 1 WiVl 00*± 




ATOM 33^ 


N7 


ATOM 33fi 

AIU1V1 OOO 


U 

n 


ATOM 337 

A 1 \Jm OO / 


HA 


ATOM 33ft 


XllD 


ATOM 33Q 

AivlVl OOI7 


?HR 


ATOM 3Aft 


J.HVJ 


ATOM 34.1 

A 1 VJM 0<* 1 


?HG 


ATOM 3d? 




ATOM 313 

A1VJ1V1 OttO 


OUT) 


ATOM 3dd 




ATOM 3d^ 


2HF 


ATOM 3dfi 

A1U1V1 OfrU 


1H7 


ATOM 3d7 

A 1 vlVl 04: 1 


2H7 


ATOM 3dR 

A I VJ1V1 OfrO 


3H7 


ATOM 349 


N 


ATOM 350 


CA 


ATOM 351 


C 


ATOM 352 


0 



VAL A 26 145. 138 
VAL A 26 146.733 
VAL A 26 145.472 
LYS A 27 143.019 
LYS A 27 142. 638 
LYS A 27 143.856 
LYS A 27 144. 131 
LYS A 27 141.596 
LYS A 27 140.860 
LYS A 27 141.342 
LYS A 27 141.289 
LYS A 27 141.792 
LYS A 27 143.050 
LYS A 27 142. 208 
LYS A 27 140. 867 
LYS A 27 142.089 
LYS A 27 141.031 
LYS A 27 139. 803 
LYS A 27 140.712 
LYS A 27 142. 362 
LYS A 27 141.897 
LYS A 27 140. 265 
LYS A 27 142.831 
LYS A 27 141.475 
LYS A 27 141.431 
GLU A 28 144. 583 
GLU A 28 145.772 
GLU A 28 145. 696 
GLU A 28 144.649 



-1.948 -2.905 1.00 0.00 
-2.700 -2.913 1.00 0.00 
-3.321 -1.849 1.00 0.00 
-4.827 -6.013 1.00 0.00 
-5.792 -7.038 1.00 0.00 
-6.246 -7.835 1.00 0.00 
-5.728 -8.917 1.00 0.00 
-5.184 -7.978 1.00 0.00 
-6.215 -8.820 1.00 0.00 
-6.206 -10.262 1.00 0.00 
-7.596 -10.876 1.00 0.00 
-7.605 -12.277 1.00 0.00 
-3.875 -6.241 1.00 0.00 
-6.649 -6.542 1.00 0.00 
-4.647 -7.389 1.00 0.00 
-4.491 -8.645 1.00 0.00 
-7.196 -8.400 1.00 0.00 
-5.993 -8.801 1.00 0.00 
-5.546 -10.838 1.00 0.00 
-5.850 -10.289 1.00 0.00 
-8.262 -10.281 1.00 0.00 
-7.940 -10.867 1.00 0.00 
-7.630 -12.284 1.00 0.00 
-6.749 -12.776 1.00 0.00 
-8.439 -12.781 1.00 0.00 
-7.219 -7.294 1.00 0.00 
-7.744 -7.955 1.00 0.00 
-9.263 -8.080 1.00 0.00. 
-9.864 -7.844 1.00 0.00 
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ATOM 




GUI A 


28 147 030 


-7.343 


-7.180 1.00 0.00 


AIUM 00** 




GTTI A 

VJl^U xV 


28 148 126 


-6. 764 


-8.060 1.00 0.00 


ATOM 3^ 
AIUM OOO 




GTIJ A 


28 148 802 


-5. 560 


-7.433 1.00 0.00 


ATOM 3RA 
AIUM 000 


OFT 


GUI A 


28 149 942 


-5.707 


-6.944 1.00 0.00 


ATOM 
AIUM 00/ 


OF? 


GTTI A 


28 148 191 


-4.471 


-7.431 1.00 0.00 


ATOM 

AIUM 000 


U 

n 


GUI A 

VLLvU xl 


28 144 312 


-7. 593 


-6.429 1.00 0.00 


ATOM 

aium ooy 


HA 


GTTI A 


28 145 817 


-7.315 


-8.945 1.00 0.00 


ATOM ^AH 
AIUM OOU 


JLIJ-D 


GTTI A 


28 146 763 


-6.603 


-6.441 1.00 0.00 


ATAM QA1 
AIUM 001 


OUR 


GTTI A 

VJJL/U xl 


28 147 424 


-8.215 


-6.678 1.00 0.00 


ATfiM 3A9 
AIUM 00^ 




GTTI A 

\JLj\J XT 


28 148 871 


-7.526 


-8.233 1.00 0.00 


ATfiM 3A3 
AIUM 000 


9HG 


GTTI A 

VXL/U xl 


28 147 693 


-6. 465 


-9.003 1.00 0.00 


AIUM 004 


IN 


ASN A 


29 146 815 


-9. 877 


-8.453 1.00 0.00 


ATfiM 3A^ 
AIUM 000 


PA 


ASN A 

AOIN xl 


29 146 875 


-11.325 


-8.608 1.00 0.00 


ATOM 3AA 
AIUM 000 


r 


ASN A 

XlOlN xl 


29 146 931 


-12.016 


-7.247 1.00 0.00 


ATOM 367 


0 


A OAT A 

ASN A 


on -1/4/2 nro 

29 146. Ooo 




c qoa i nn n fin 


ATOM 368 


CB 


ASN A 


29 148.093 


-11.719 


-9.448 1.00 0.00 


ATOM 369 


CG 


ASN A 


29 147.735 


-11.979 


-10.898 1.00 0.00 


ATOM 370 


0D1 


ASN A 


29 147.584 


-13. 127 


-11.316 1.00 0.00 



ATOM 371 ND2 ASN A 29 147. 598- -10. 910 -11.674 1.00 0.00 

ATOM 372 H ASN A 29 147.619 -9.344 -8.626 1.00 0.00 

ATOM 373 HA ASN A 29 145.978 -11.640 -9.121 1.00 0.00 

ATOM 374 1HB ASN A 29 148.819 -10.921 -9.413 1.00 0.00 

ATOM 375 2HB ASN A 29 148.531 -12.617 -9.037 1.00 0.00 

ATOM 376 1HD2 ASN A 29 147.734 -10.027 -11.273 1.00 0.00 

ATOM 377 2HD2 ASN A 29 147.368 -11.049 -12.616 1.00 0.00 

ATOM 378 N PRO A 30 147.953 -11.697 -6.434 1.00 0.00 

ATOM 379 CA PRO A 30 148.120 -12.289 -5.105 1.00 0.00 

ATOM 380 C PRO A 30 147.205 -11.646 -4.063 1.00 0.00 

ATOM 381 0 PROA 30 147.389 -10.485 -3.701 1.00 0.00 
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ATOM 382 
ATOM 383 
ATOM 384 
ATOM 385 
ATOM 386 
ATOM 387 
ATOM 388 
ATOM 389 
ATOM 390 
ATOM 391 
ATOM 392 
ATOM 393 
ATOM 394 
ATOM 395 
ATOM 396 
ATOM 397 
ATOM 398 
ATOM 399 
ATOM 400 
ATOM 401 
ATOM 402 
ATOM 403 
ATOM 404 
ATOM 405 
ATOM 406 
ATOM 407 
ATOM 408 
ATOM 409 
ATOM 410 



CB PRO A 

CG PRO A 

CD PRO A 

HA PRO A 

1HB PRO A 

2HB PRO A 

1HG PRO A 

2HG PRO A 

1HD PRO A 

2HD PRO A 

N PRO A 

CA PRO A 

C PRO A 



0 
CB 



PRO A 
PRO A 

CG PRO A 

CD PRO A 

HA PRO A 

1HB PRO A 

2KB PRO A 

1HG PRO A 

2HG PRO A 

1HD PRO A 

2HD PRO A 

N PHE A 

CA PHE A 

C PHE A 

0 PHE A 

CB PHE A 



30 149.583 
30 149.872 
30 149.028 
30 147.959 
30 149.705 
30 150.205 
30 149.602 
30 150.920 
30 148.621 

30 149.612 

31 146.201 
31 145.261 
31 145.954 
31 146.396 
31 144.280 
31 144.464 
31 145.900 
31 144.725 
31 144.523 
31 143.272 
31 144.257 
31 143.812 
31 146.524 

31 146.009 

32 146.045 
32 146.685 
32 145.819 
32 144.887 
32 148.062 



-11.995 -4.782 1.00 0.00 
-10.721 -5.497 1.00 0.00 
-10.735 -6.746 1.00 0.00 
-13.357 -5.123 1.00 0.00 
-11.890 -3.714 1.00 0.00 
-12.800 -5.145 1.00 0.00 
-9.881 -4.872 1.00 0.00 
-10.674 -5.754 1.00 0.00 
-9.752 -6.936 1.00 0.00 
-11.070 -7.590 1.00 0.00 
-12.393 -3.566 1.00 0.00 
-11.880 -2.562 1.00 0.00 
-11.524 -1.252 1.00 0.00 
-12.403 -0.513 1.00 0.00 
-13.041 -2.347 1.00 0.00 
-13.934 -3.527 1.00 0.00 
-13.784 -3.937 1.00 0.00 
-11.017 -2.930 1.00 0.00 
-13.553 -1.427 1.00 0.00 
-12.660 -2.297 1.00 0.00 
-14.958 -3.251 1.00 0.00 
-13.622 -4.330 1.00 0.00 
-14.474 -3.389 1.00 0.00 
-13.933 -5.000 1.00 0.00 
-10.228 -0.969 1.00 0.00 
-9.757 0.254 1.00 0.00 
-8.715 0.955 1.00 0.00 
-8.169 0.365 1.00 0.00 
-9.169 -0.058 1.00 0.00 



l±SiE# 2003-3083148 
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ATOM 411 
ATOM 412 
ATOM 413 
ATOM 414 
ATOM 415 
ATOM 416 
ATOM 417 
ATOM 418 
ATOM 419 
ATOM 420 
ATOM 421 
ATOM 422 
ATOM 423 
ATOM 424 
ATOM 425 
ATOM 426 
ATOM 427 
ATOM 428 
ATOM 429 
ATOM 430 
ATOM 431 
ATOM 432 
ATOM 433 
ATOM 434 
ATOM 435 
ATOM 436 
ATOM 437 
ATOM 438 
ATOM 439 



CG PHE A 
CD1 PHE A 
CD2 PHE A 
CE1 PHE A 
CE2 PHE A 
CZ PHE A 
H PHE A 
HA PHE A 
1HB PHE A 
2HB PHE A 
HD1 PHE A 
HD2 PHE A 
HE1 PHE A 
HE2 PHE A 
HZ PHE A 



N TYR A 

CA TYR A 

C TYR A 

0 TYR A 

CB TYR A 

CG TYR A 

CD1 TYR A 

CD2 TYR A 

CE1 TYR A 

CE2 TYR A 

CZ TYR A 

OH TYR A 

H TYR A 

HA TYR A 



32 148.060 
32 148.759 
32 147.362 
32 148.759 
32 147.359 
32 148.059 
32 145.674 
32 146.807 - 
32 148.421 
32 148.746 
32 149.306 
32 146.815 
32 149.308 
32 146.811 

32 148.059 

33 146.135 
33 145.387 
33 146.331 
33 147.344 
33 144.472 
33 143.246 
33 142.976 
33 142.360 
33 141.857 
33 141.238 
33 140.992 
33 139.875 
33 146.890 
33 144.781 



-8.215 -1.219 1.00 0.00 
-8.514 -2.377 1.00 0.00 
-7.020 -1.150 1.00 0.00 
-7.640 -3.448 1.00 0.00 
-6.142 -2.217 1.00 0.00 
-6.452 -3.368 1.00 0.00 
-9.573 -1.596 1.00 0.00 
-10.605 0.911 1.00 0.00 
-8.635 0.809 1.00 0.00 
-9.973 -0.287 1.00 0.00 
-9.443 -2.442 1.00 0.00 
-6.776 -0.252 1.00 0.00 
-7.885 -4.346 1.00 0.00 
-5.213 -2.153 1.00 0.00 
-5.767 -4.202 1.00 0.00 
-8.443 2.217 1.00 0.00 
-7.466 2.999 1.00 0.00 
-6.522 3.736 1.00 0.00 
-6.948 4.290 1.00 0.00 
-8.176 3.999 1.00 0.00 
-8.794 3.366 1.00 0.00 
-10.149 3.508 1.00 0.00 
-8.023 2.625 1.00 0.00 
-10.718 2.931 1.00 0.00 
-8.584 2.045 1.00 0.00 
-9.931 2.200 1.00 0.00 
-10.494 1.624 1.00 0.00 
-8.911 2.633 1.00 0.00 
-6.890 2.316 1.00 0.00 
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ATOM 440 1HB TYR A 33 145.026 -8.963 4.486 1.00 0.00 

ATOM 441 2HB TYR A 33 144.141 -7.464 4.740 1.00 0.00 

ATOM 442 HD1 TYR A 33 143.656 -10.763 4.081 1.00 0.00 

ATOM 443 HD2 TYR A 33 142.556 -6.968 2.505 1.00 0.00 

ATOM 444 HE1 TYR A 33 141.663 -11.774 3.053 1.00 0.00 

ATOM 445 HE2 TYR A 33 140.561 -7.968 1.472 1.00 0.00 

ATOM 446 HH TYR A 33 140.098-11.360 1.275 1.00 0.00 

ATOM 447 N GLY A 34 145.991 -5.237 3.739 1.00 0.00 

ATOM 448 CA GLY A 34 146.818 -4.253 4.412 1.00 0.00 

ATOM 449 C GLY A 34 146.029 -3.038 4.858 1.00 0.00 

ATOM 450 0 GLY A 34 144.844 -2.911 4.549 1.00 0.00 

ATOM 451 H GLY A 34 145.172 -4.955 3.2811.00 0.00 

ATOM 452 1HA GLY A 34 147.272 -4.712 5.278 1.00 0.00 

ATOM 453 2HA GLY A 34 147.599 -3.933 3.737 1.00 0.00 

ATOM 454 N VAL A 35 146.687 -2.143 5.588 1.00 0.00 

ATOM 455 CA VAL A 35 146.038 -0.932 6.079 1.00 0.00 

ATOM 456 C VAL A 35 146.696 0.316 5.500 1.00 0.00 

ATOM 457 0 VAL A 35 147.920 0.388 5.382 1.00 0.00 

ATOM 458 CB VAL A 35 146.078 -0.860 7.619 1.00 0.00 

ATOM 459 CGI VAL A 35 147.514 -0.810 8.119 1.00 0.00 

ATOM 460 CG2 VAL A 35 145.288 0.341 8.119 1.00 0.00 

ATOM 461 H VAL A 35 147.629 -2.300 5.802 1.00 0.00 

ATOM 462 HA VAL A 35 145.004 -0.959 5.767 1.00 0.00 

ATOM 463 HB VAL A 35 145.616 -1.754 8.012 1.00 0.00 

ATOM 464 1HG1 VAL A 35 147.617 -1.449 8.984 1.00 0.00 

ATOM 465 2HG1VALA 35 147.765 0.205 8.391 1.00 0.00 

ATOM 466 3HG1VALA 35 148.179 -1.148 7.339 1.00 0.00 

ATOM 467 1HG2VALA 35 144.239 0.197 7.903 1.00 0.00 

ATOM 468 2HG2 VAL A 35 145.637 1.234 7.622 1.00 0.00 
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ATOM 469 
ATOM 470 
ATOM 471 
ATOM 472 
ATOM 473 
ATOM 474 
ATOM 475 
ATOM 476 
ATOM 477 
ATOM 478 
ATOM 479 
ATOM 480 
ATOM 481 
ATOM 482 
ATOM 483 
ATOM 484 
ATOM 485 
ATOM 486 
ATOM 487 
ATOM 488 
ATOM 489 
ATOM 490 
ATOM 491 
ATOM 492 
ATOM 493 
ATOM 494 
ATOM 495 
ATOM 496 
ATOM 497 



3HG2 VAL A 
N ILE A 



CA 
C 
0 
CB 



ILE A 
ILE A 
ILE A 
ILE A 



CGI ILE A 
CG2 ILE A 
CD1 ILE A 
H ILE A 
HA ILE A 
HB ILE A 
1HG1 ILE A 
2HG1 ILE A 
1HG2 ILE A 
2HG2 ILE A 
3HG2 ILE A 
1HD1 ILE A 
2HD1 ILE A 
3HD1 ILE A 
N ARG A 



CA 

C 

0 

CB 

CG 

CD 

NE 

CZ 



ARG A 
ARG A 
ARG A 
ARG A 
ARG A 
ARG A 
ARG A 
ARG A 



35 145.425 

36 145.876 
36 146.379 
36 147.308 
36 147.020 
36 145.228 
36 144.210 
36 145.772 
36 143.058 
36 144.911 
36 146.934 
36 144.741 
36 144.706 
36 143.801 
36 145.242 
36 145.632 
36 146.824 
36 142.131 
36 143.021 

36 143.197 

37 148.425 
37 149.398 
37 149.620 
37 149.301 
37 150.725 
37 150.572 
37 150.497 
37 149.266 
37 149.103 



0.444 9.185 1.00 0.00 

1.300 5.143 1.00 0.00 

2.546 4.577 1.00 0.00 

3.255 5.558 1.00 0.00 

3.340 6.751 1.00 0.00 

3.498 4.194 1.00 0.00 

2.776 3.308 1.00 0.00 

4.732 3.486 1.00 0.00 

3.654 2.872 1.00 0.00 

1.184 5.262 1.00 0.00 

2.305 3.681 1.00 0.00 

3.820 5.102 1.00 0.00 

2.416 2.420 1.00 0.00 

1.936 3.852 1.00 0.00 

5.607 3.832 1.00 0.00 

4.626 2.420 1.00 0.00 

4.838 3.702 1.00 0.00 

3.246 3.251 1.00 0.00 

3.690 1.794 1.00 0.00 

4.651 3.263 1.00 0.00 

3.761 5.045 1.00 0.00 

4.463 5.876 1.00 0.00 

5.885 5.372 1.00 0.00 

6.854 6.060 1.00 0.00 

3.703 5.895 1.00 0.00 

2.216 6.176 1.00 0.00 

1.937 7.668 1.00 0.00 

2.455 8.261 1.00 0.00 

2.662 9.566 1.00 0.00 
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ATOM 498 NH1 ARG A 37 150.087 2.396 10.417 1.00 0.00 

ATOM 499 NH2 ARG A 37 147.951 3.135 10.023 1.00 0.00 

ATOM 500 H ARG A 37 148.601 3.660 4.086 1.00 0.00 

ATOM 501 HA ARG A 37 149.005 4.507 6.880 1.00 0.00 

ATOM 502 1HB ARG A 37 151.206 3.817 4.934 1.00 0.00 

ATOM 503 2HB ARG A 37 151.359 4.128 6.658 1.00 0.00 

ATOM 504 1HG ARG A 37 149.665 1.864 5.709 1.00 0.00 

ATOM 505 2HG ARG A 37 151.421 1.692 5.762 1.00 0.00 

ATOM 506 1HD ARG A 37 150.539 0.870 7.824 1.00 0.00 

ATOM 507 2HD ARG A 37 151.343 2.404 8.151 1.00 0.00 

ATOM 508 HE ARG A 37 148.523 2.659 7.656 1.00 0.00 

ATOM 509 1HH1 ARG A 37 150.957 2.038 10.079 1.00 0.00 

ATOM 510 2HH1 ARG A 37 149.958 2.554 11.395 1.00 0.00 



ATOM 511 


1HH2 ARG A 


37 


147.206 


3.338 


9.387 1.00 0.00 


ATOM 512 


2HH2 ARG A 


37 


147.828 


3.291 


11.003 1.00 0.00 


ATOM 513 


N 


TRP A 


38 


150. 168 


6.003 


4.168 1.00 0.00 


ATOM 514 


CA 


TRP A 


38 


150.433 


7.308 


3.573 1.00 0.00 


ATOM 515 


C 


TRP A 


38 


149. 677 


7.472 


2.256 1.00 0.00 


ATOM 516 


0 


TRP A 


38 149.724 


6.600 


1.389 1.00 0.00 


ATOM 517 


CB 


TRP A 


38 


151.937 


7.494 


3.343 1.00 0.00 


ATOM 518 


CG 


TRP A 


38 


152. 271 


8. 679 


2.486 1.00 0.00 


ATOM 519 


CD1 


TRP A 


38 


152. 549 


9.947 


2.909 1.00 0.00 


ATOM 520 


CD2 


TRP A 


38 


152. 356 


8.706 


1.056 1.00 0.00 


ATOM 521 


NE1 


TRP A 


38 


152. 802 


10. 760 


1.830 1.00 0.00 


ATOM 522 


CE2 


TRP A 


38 


152. 689 


10.021 


0.681 1.00 0.00 


ATOM 523 


CE3 


TRP A 


38 


152. 183 


7.745 


0.057 1.00 0.00 


ATOM 524 


CZ2 


TRP A 


38 


152. 852 


10. 398 


-0.650 1.00 0.00 


ATOM 525 


CZ3 


TRP A 


38 


152. 345 


8.119 


-1.263 1.00 0.00 


ATOM 526 


CH2 


TRP A 


38 


152. 676 


9.435 


-1.607 1.00 0.00 
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ATOM 527 
ATOM 528 
ATOM 529 
ATOM 530 
ATOM 531 
ATOM 532 
ATOM 533 
ATOM 534 
ATOM 535 
ATOM 536 
ATOM 537 
ATOM 538 
ATOM 539 
ATOM 540 
ATOM 541 
ATOM 542 
ATOM 543 
ATOM 544 
ATOM 545 
ATOM 546 
ATOM 547 
ATOM 548 
ATOM 549 
ATOM 550 
ATOM 551 
ATOM 552 
ATOM 553 
ATOM 554 
ATOM 555 



H TRP A 
HA TRP A 
1HB TRP A 
2HB TRP A 
HD1 TRP A 
HE1 TRP A 
HE3 TRP A 
HZ2 TRP A 
HZ3 TRP A 
HH2 TRP A 
N ILE A 



CA ILE A 
C ILE A 
0 ILE A 
CB ILE A 
CGI ILE A 
CG2 ILE A 
CD1 ILE A 
H ILE A 
HA ILE A 
HB ILE A 
1HG1 ILE A 
2HG1 ILE A 
1HG2 ILE A 
2HG2 ILE A 
3HG2 ILE A 
1HD1 ILE A 
2HD1 ILE A 
3HD1 ILE A 



38 150.401 
38 150.089 
38 152.427 
38 152.331 
38 152.564 
38 153.026 
38 151.927 
38 153.105 
38 152.214 

38 152.793 

39 148.993 
39 148.236 
39 148.716 
39 148.434 
39 146.726 
39 146.253 
39 145.943 
39 144.821 
39 149.002 
39 148.392 
39 146.556 
39 146.329 
39 146.885 
39 146.511 
39 145.761 
39 145.000 
39 144.804 
39 144.379 
39 144.261 



5.193 
8.062 
7.624 
6.611 
10. 253 
11.713 
6.725 
11.409 
7.389 
9.683 
8.601 
8.890 
10. 190 
11.278 
8.999 
7.793 
9.110 
7.908 
9.259 
8.079 
9.898 
6.904 
7.682 
8.664 
10. 151 
8.593 
8.363 
6.925 
8.520 



3.666 1.00 0.00 
4.266 1.00 0.00 
4.296 1.00 0.00 
2.860 1.00 0.00 
3.945 1.00 0.00 
1.876 1.00 0.00 
0.301 1.00 0.00 
-0.931 1.00 0.00 
-2.050 1.00 0.00 
-2.653 1.00 0.00 
2.114 1.00 0.00 
0.902 1.00 0.00 
0.268 1.00 0.00 
0.771 1.00 0.00 
1.193 1.00 0.00 
2.006 1.00 0.00 
-0.106 1.00 0.00 
2.482 1.00 0.00 
2.839 1.00 0.00 
0.207 1.00 0.00 
1.765 1.00 0.00 
1.398 1.00 0.00 
2.876 1.00 0.00 
-0.909 1.00 0.00 
-0.328 1.00 0.00 
-0.003 1.00 0.00 
3.462 1.00 0.00 
2.534 1.00 0.00 
1.790 1.00 0.00 
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ATOM 556 


Til 

N 


PT V A 

GLY A 


A A ~\ A Q AAfi 


10 073 


-0.836 1.00 0.00 


ATOM 557 


CA 


pt \7 A 

GLY A 




1 1 PRO 


-1 512 1.00 0.00 


ATOM 558 


C 


PT V A 

GLY A 


yi n i c;A ARO 
4U lOU.^OU 


10 9S4 


-2 913 1.00 0.00 


ATOM 559 


0 


PT V A 

GLY A 


4U 10U. ^vU 


q ft77 


-3 455 1.00 0.00 


ATOM 560 


H 


PT V A 

GLY A 


Af\ 1 AO AAA 
4U 14y« Oft** 


9 181 


-1.192 1.00 0.00 


ATOM 561 


t TT A 

1HA 


PT V A 

GLY A 


/JA 1/1Q 179 

4U 14y. i # ^ 


11 988 


-1 567 1.00 0.00 


ATOM 562 


OTT A 

2HA 


PT V A 

GLY A 


/if. 1 Rfi 77A 
4U 10U. / 


11 6^5 

XX. 


-0.934 1.00 0.00 


ATOM 563 


N 


PT XT A 

GUN A 


/IT im mi 

41 101. lOx 


11 918 


-3.503 1.00 0.00 


ATOM 564 


CA 


PT M A 

GUM A 


A 1 i ci AQ9 
41 101- 0o*4 


1 1 767 

X X . / U I 


-4.850 1.00 0.00 


ATOM 565 


C 


PT XT A 

GLN A 


41 lOu. I/O 


12 077 


-4 881 1.00 0.00 


ATOM 566 


0 


PT M A 

OLN A 


/IT 1^3 ^R7 
41 100. Oo / 


IS 211 

X«J . *wX X 


-4.627 1.00 0.00 


ATOM 567 


LB 


PT XT A 

bLIN A 


41 10U. yO\) 


12 694 


-5.810 1.00 0.00 


ATOM 568 


CG 


PT XI A 

GLN A 


a-\ 1 /| Q A9A 
41 14%7.ft£ft 


12 612 


-5.681 1.00 0.00 


ATOM 569 


CD 


PT XT A 

GLN A 


41 14o. /OO 


IS 969 


-5 779 1.00 0.00 


ATOM 570 


0E1 


GLN A 


it i in O AO 

41 148.808 


14- (W 


a aAfi i no o oo 


ATOM 571 


NE2 


GLN A 


41 148.124 


14.235 


-6.916 1.00 0.00 



ATOM 572 H GLN A 41151.313 12.753 -3.019 1.00 0.00 

ATOM 573 HA GLN A 41151.527 10.744 -5.158 1.00 0.00 

ATOM 574 1HB GLN A 41151.236 13.711 -5.614 1.00 0.00 

ATOM 575 2HB GLN A 41151.205 12.436 -6.822 1.00 0.00 

ATOM 576 1HG GLN A 41149.040 11.982 -6.470 1.00 0.00 

ATOM 577 2HG GLN A 41149.179 12.175 -4.724 1.00 0.00 

ATOM 578 1HE2GLNA 41 148.124 13.549 -7.616 1.00 0.00 

ATOM 579 2HE2 GLN A 41147.685 15.106 -7.009 1.00 0.00 

ATOM 580 N PROA 42 154.020 11.075 -5.191 1.00 0.00 

ATOM 581 CA PROA 42 155.475 11.257 -5.248 1.00 0.00 

ATOM 582 C PROA 42 155.883 12.348 -6.233 1.00 0.00 

ATOM 583 0 PROA 42 155.116 12.706 -7.128 1.00 0.00 

ATOM 584 CB PROA 42 155.994 9.893 -5.715 1.00 0.00 
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ATOM 585 
ATOM 586 
ATOM 587 
ATOM 588 
ATOM 589 
ATOM 590 
ATOM 591 
ATOM 592 
ATOM 593 
ATOM 594 
ATOM 595 
ATOM 596 
ATOM 597 
ATOM 598 
ATOM 599 
ATOM 600 
ATOM 601 
ATOM 602 
ATOM 603 
ATOM 604 
ATOM 605 
ATOM 606 
ATOM 607 
ATOM 608 
ATOM 609 
ATOM 610 
ATOM 611 
ATOM 612 
ATOM 613 



CG PROA 42 154.914 8.931 -5.358 1.00 0.00 
CD PROA 42 153.628 9.690 -5.508 1.00 0.00 
HA PROA 42 155.882 11.485 -4.274 1.00 0.00 



1HB PRO A 42 156. 167 
2HB PRO A 42 156. 914 
1HG PRO A 42 154. 933 



9.916 -6.781 1.00 0.00 
9.659 -5.200 1.00 0.00 
8.088 -6.033 1.00 0.00 



2HG PROA 42 155.037 8.600 -4.338 1.00 0.00 
1HD PRO A 42 153.259 9.615 -6.520 1.00 0.00 



2HD PRO A 42 152. 890 
N 

CA 
C 
0 
CB 
CG 
CD 
HA 



9.327 -4.806 1.00 0.00 
PROA 43 157.103 12.891 -6.082 1.00 0.00 
PROA 43 157.611 13.946 -6.963 1.00 0.00 
PROA 43 157.953 13.424 -8.354 1.00 0.00 
PROA 43 159.092 13.042 -8.621 1.00 0.00 
PROA 43 158.874 14.427 -6.250 1.00 0.00 
PROA 43 159.327 13.252 -5.454 1.00 0.00 
PROA 43 158.079 12.520 -5.041 1.00 0.00 
PROA 43 156.908 14.763 -7.049 1.00 0.00 
1HB PROA 43 159.613 14.718 -6.982 1.00 0.00 
2HB PROA 43 158.636 15.266 -5.615 1.00 0.00 
1HG PROA 43 159.951 12.615 -6.063 1.00 0.00 
2HG PROA 43 159.871 13.587 -4.583 1.00 0.00 
1HD PROA 43 158.252 11.454 -5.037 1.00 0.00 
2HD PROA 43 157.751 12.855 -4.068 1.00 0.00 
N GLY A 44 156.960 13.410 -9.236 1.00 0.00 
CA GLY A 44 157.179 12.932 -10.588 1.00 0.00 
C GLY A 44 155.901 12.471 -11.257 1.00 0.00 
0 GLY A 44 155.595 12.885 -12.375 1.00 0.00 
H GLY A 44 156.072 13.725 -8.968 1.00 0.00 
1HA GLY A 44 157.612 13.728 -11.173 1.00 0.00 
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ATOM 614 
ATOM 615 
ATOM 616 
ATOM 617 
ATOM 618 
ATOM 619 
ATOM 620 
ATOM 621 
ATOM 622 
ATOM 623 
ATOM 624 
ATOM 625 
ATOM 626 
ATOM 627 
ATOM 628 
ATOM 629 
ATOM 630 
ATOM 631 
ATOM 632 
ATOM 633 
ATOM 634 
ATOM 635 
ATOM 636 
ATOM 637 
ATOM 638 
ATOM 639 
ATOM 640 
ATOM 641 
ATOM 642 



CA 

C 

0 

CB 

CG 



2HA GLY A 44 157. 875 
N LEU A 45 155. 154 
LEU A 45 153. 902 
LEU A 45 152. 735 
LEU A 45 152. 647 
LEU A 45 153. 993 
LEU A 45 154. 530 
CD1 LEU A 45 154. 083 
CD2 LEU A 45 156. 049 
H LEU A 45 155.450 
HA LEU A 45 153. 734 
1HB LEU A 45 153.006 
2HB LEU A 45 154. 640 
HG LEU A 45 154. 131 
1HD1 LEU A 45 153. 399 
2HD1 LEU A 45 154.943 
3HD1 LEU A 45 153.587 
1HD2 LEU A 45 156.481 
2HD2 LEU A 45 156. 351 
3HD2 LEU A 45 156.395 
N ASN A 46 151.839 
CA ASN A 46 150. 682 
ASN A 46 149.666 
ASN A 46 148.992 
ASN A 46 150.034 
ASN A 46 149. 364 
0D1 ASN A 46 149.991 
ND2 ASN A 46 148. 083 
H ASN A 46 151.958 



C 
0 
CB 
CG 



12. 105 - 
11.611 - 
11.095 - 
11.431 - 
10.916 
9.580 • 
8.806 
7.352 
8.900 
11.319 
11.562 
9.208 
9.384 
9.243 
7.155 
6.705 
7.161 
7.939 
9.197 
9.634 
12. 293 
12. 685 
11.550 
11.253 
13.937 
14.797 
15. 199 
15.083 
12. 670 



10.556 1.00 0.00 
•10.574 1.00 0.00 
-11.112 1.00 0.00 
-10.190 1.00 0.00 
-9.076 1.00 0.00 
-11.306 1.00 0.00 
-10.099 1.00 0.00 
-10.154 1.00 0.00 
-10.039 1.00 0.00 
-9.685 1.00 0.00 
-12.070 1.00 0.00 
-11.537 1.00 0.00 
-12.147 1.00 0.00 
-9.196 1.00 0.00 
-9.341 1.00 0.00 
-10.064 1.00 0.00 
-11.094 1.00 0.00 
-10.273 1.00 0.00 
-9.044 1.00 0.00 
-10.752 1.00 0.00 
-10.660 1.00 0.00 
-9.866 1.00 0.00 
-9.807 1.00 0.00 
-10.792 1.00 0.00 
-10.460 1.00 0.00 
-9.406 1.00 0.00 
-8.426 1.00 0.00 
-9.604 1.00 0.00 
-11.556 1.00 0.00 
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WO/ 



ATOM 643 


HA 


ASN A 


46 


151.023 


1 O OA/1 

12. yu4 


Q QA£ 1 AA A AA 

-o. oOO l.UU u.uu 


ATOM 644 


1HB 


ASN A 


46 


150. 792 


1 A COO 

14. 529 - 


1 A GCA 1 AA A AA 

-lu.you i.uu u.uu 


ATOM 645 


2HB 


ASN A 


46 


149. 290 


no C A A 

13. o4U - 


11 1Q/i 1 AA A AA 
-11.154 l.UU U.UU 


ATOM 646 


1HD2 ASN A 


46 


147. 648 


14.7Z9 - 


1A /1AQ 1 AA A AA 

-lU.4Uo l.UU U.UU 


ATOM 647 


2HD2 ASN A 


46 


147. 625 


15. oo9 


Q QQQ 1 AA A AA 

-o.yoy i.uu u.uu 


ATOM 648 




n ti A 
VjLU A 


47 


149. 563 


i a Aon 
10. 9ZU 


o no i AA A AA 
-O. 04£ l.UU U.UU 


ATOM 649 


CA 


GLU A 


47 


148. 631 


9. 817 


Q A AH 1 AA A AA 

-0.44/ l.UU U.UU 


ATOM 650 


C 


GLU A 


47 


148.480 


f\ Af\A 

9.494 


d A££ 1 A A A AA 

-b.9o5 l.UU U.UU 


ATOM 651 


0 


GLU A 


47 


149. 455 


f\ 1 CI 

9. 161 


d OA1 1 A A A A A 

-o. zyi i. uu u. uu 


ATOM 652 


CB 


GLU A 


47 


149. 104 


8. 574 


O OA£ 1 AA A AA 

-y.zuo i.uu u.uu 


ATOM 653 


CG 


GLU A 


47 


150.611 


8.372 


A 1 1Q 1 AA A AA 

-9. 1 to 1. UU U. UU 


ATOM 654 


CD 


GLU A 


47 


151.090 


7.413 


-10.250 1.00 0.00 


ATOM 655 


0E1 


GLU A 


47 


151.384 


6.246 


-9.915 1.00 0.00 


ATOM 656 


0E2 


GLU A 


47 151.171 


7.829 


-11.425 1.00 0.00 


ATOM 657 


H 


GLU A 


47 


150. 130 


11.205 


-7.896 1.00 0.00 



ATOM 658 HA GLU A 47 147.671 10.122 -8.836 1.00 0.00 

ATOM 659 1HB GLU A 47 148.638 7.703 -8.7711.00 0.00 

ATOM 660 2HB GLU A 47 148.793 8.658 -10.237 1.00 0.00 

ATOM 661 1HG GLU A 47 151.093 9.326 -9.329 1.00 0.00 

ATOM 662 2HG GLU A 47 150.892 7.978 -8.212 1.00 0.00 

ATOM 663 N VAL A 48 147.255 9.585 -6.4611.00 0.00 

ATOM 664 CA VAL A 48 146.988 9.294 -5.059 1.00 0.00 

ATOM 665 C VAL A 48 147.302 7.836 -4.743 1.00 0.00 

ATOM 666 0 VAL A 48 146.505 6.943 -5.029 1.00 0.00 

ATOM 667 CB VAL A 48 145.522 9.585 -4.689 1.00 0.00 

ATOM 668 CGI VAL A 48 145.318 9.474 -3.186 1.00 0.00 

ATOM 669 CG2 VAL A 48 145.108 10.959 -5.192 1.00 0.00 

ATOM 670 H VAL A 48 146.514 9.850 -7.045 1.00 0.00 

ATOM 671 HA VAL A 48 147.625 9.928 -4.458 1.00 0.00 
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• > ✓ . tow 



ATOM 672 HB VAL A 48 144. 897 
ATOM 673 1HG1 VAL A 48 145. 394 
ATOM 674 2HG1 VAL A 48 144. 339 
ATOM 675 3HG1 VAL A 48 146.073 
ATOM 676 1HG2 VAL A 48 144.413 
ATOM 677 2HG2 VAL A 48 144.636 
ATOM 678 3HG2 VAL A 48 145.981 
ATOM 679 N LEU A 49 148.472 
ATOM 680 CA LEU A 49 148. 892 
ATOM 681 C LEU A 49 148.847 
ATOM 682 0 LEU A 49 149.562 
ATOM 683 CB LEU A 49 150.306 
ATOM 684 CG LEU A 49 150.455 
ATOM 685 CD1 LEU A 49 151.876 
ATOM 686 CD2 LEU A 49 150.080 
ATOM 687 H LEU A 49 149.066 
ATOM 688 HA LEU A 49 148.208 
ATOM 689 1HB LEU A 49 150.971 
ATOM 690 2HB LEU A 49 150. 610 
ATOM 691 HG LEU A 49 149.787 
ATOM 692 1HD1 LEU A 49 152. 135 
ATOM 693 2HD1 LEU A 49 151.942 
ATOM 694 3HD1 LEU A 49 152. 559 
ATOM 695 1HD2 LEU A 49 149. 173 
ATOM 696 2HD2 LEU A 49 150. 878 
ATOM 697 3HD2 LEU A 49 149.920 
ATOM 698 N ALA A 50 148.001 
ATOM 699 CA ALA A 50 147. 865 
ATOM 700 C ALA A 50 148.802 



8.846 -5.169 1.00 0.00 
8.440 -2.887 1.00 0.00 
9.853 -2.928 1.00 0.00 
10.054 -2.677 1.00 0.00 
11.403 -4.495 1.00 0.00 
10.861 -6.158 1.00 0.00 
11.589 -5.280 1.00 0.00 
7.601 -4.156 1.00 0.00 
6.250 -3.807 1.00 0.00 
6.042 -2.299 1.00 0.00 
6.707 -1.549 1.00 0.00 
5.982 -4.327 1.00 0.00 
6.034 -5.849 1.00 0.00 
6.420 -6.232 1.00 0.00 
4.696 -6.467 1.00 0.00 
8.354 -3.954 1.00 0.00 
5.558 -4.274 1.00 0.00 
6.715 -3.896 1.00 0.00 
5.002 -3.992 1.00 0.00 
6.786 -6.245 1.00 0.00 
7.354 -5.757 1.00 0.00 
6.530 -7.304 1.00 0.00 
5.649 -5.906 1.00 0.00 
4.330 -6.007 1.00 0.00 
3.987 -6.303 1.00 0.00 
4.821 -7.527 1.00 0.00 
5.118 -1.861 1.00 0.00 
4.827 -0.441 1.00 0.00 
3.700 -0.019 1.00 0.00 
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ATOM 701 
ATOM 702 
ATOM 703 
ATOM 704 
ATOM 705 
ATOM 706 
ATOM 707 
ATOM 708 
ATOM 709 
ATOM 710 
ATOM 711 
ATOM 712 
ATOM 713 
ATOM 714 
ATOM 715 
ATOM 716 
ATOM 717 
ATOM 718 
ATOM 719 
ATOM 720 
ATOM 721 
ATOM 722 
ATOM 723 
ATOM 724 
ATOM 725 
ATOM 726 
ATOM 727 
ATOM 728 
ATOM 729 



0 ALA A 

CB ALA A 

H ALA A 

HA ALA A 

1HB ALA A 

2HB ALA A 

3HB ALA A 

N GLY A 

CA GLY A 

C GLY A 

0 GLY A 

H GLY A 

1HA GLY A 

2HA GLY A 

N LEU A 



CA 

C 

0 



LEU A 
LEU A 
LEU A 
CB LEU A 
CG LEU A 
CD1 LEU A 
CD2 LEU A 
H LEU A 
HA LEU A 
1HB LEU A 
2HB LEU A 
HG LEU A 
1HD1 LEU A 
2HD1 LEU A 



50 148.655 
50 146.423 
50 147.456 
50 148.124 
50 146.405 
50 145.943 

50 145.896 

51 149.764 
51 150.710 
51 150.071 
51 149.790 
51 149.832 
51 151.122 

51 151.510 

52 149.841 
52 149.231 
52 150.296 
52 151.352 
52 148.333 
52 147.158 
52 146.581 
52 146.085 
52 150.088 
52 148.627 
52 148.942 
52 147.938 
52 147.507 
52 145.819 
52 147.367 



2.561 -0.462 1.00 0.00 
4.471 -0.111 1.00 0.00 
4.621 -2.506 1.00 0.00 

5.723 0.106 1.00 0.00 

3.738 0.682 1.00 0.00 
4.063 -0.988 1.00 0.00 

5.358 0.208 1.00 0.00 

4.024 0.838 1.00 0.00 

3.029 1.304 1.00 0.00. 

2.011 2.229 1.00 0.00 

2.310 3.390 1.00 0.00 

4.950 1.156 1.00 0.00 

2.512 0.450 1.00 0.00 

3.526 1.830 1.00 0.00 

0.808 1.715 1.00 0.00 

-0.256 2.503 1.00 0.00 

-1.119 3.171 1.00 0.00 

-1.377 2.594 1.00 0.00 

-1.124 1.619 1.00 0.00 

-0.390 0.972 1.00 0.00 

-1.211 -0.171 1.00 0.00 

-0.087 2.006 1.00 0.00 

0.631 0.782 1.00 0.00 

0.206 3.271 1.00 0.00 

-1.551 0.835 1.00 0.00 

-1.928 2.223 1.00 0.00 

0.548 0.565 1.00 0.00 

-1.874 0.211 1.00 0.00 

-1.793 -0.630 1.00 0.00 



ffif£# 2003-3083148 



2002-236129 



ATOM 730 
ATOM 731 
ATOM 732 
ATOM 733 
ATOM 734 
ATOM 735 
ATOM 736 
ATOM 737 
ATOM 738 
ATOM 739 
ATOM 740 
ATOM 741 
ATOM 742 
ATOM 743 
ATOM 744 
ATOM 745 
ATOM 746 
ATOM 747 
ATOM 748 
ATOM 749 
ATOM 750 
ATOM 751 
ATOM 752 
ATOM 753 
ATOM 754 
ATOM 755 
ATOM 756 
ATOM 757 
ATOM 758 



3HD1 LEU A 52 146. 147 
1HD2 LEU A 52 145. 114 
2HD2 LEU A 52 146. 261 
3HD2 LEU A 52 146. 118 
N GLU A 53 150.010 
CA GLU A 53 150. 943 
C GLU A 53 150.426 
0 GLU A 53 149.452 
CB GLU A 53 151.171 
CG GLU A 53 152. 170 
CD GLU A 53 151.776 
0E1 GLU A 53 152. 274 
0E2 GLU A 53 150.970 
H GLU A 53 149.151 
HA GLU A 53 151.882 
1HB GLU A 53 151.536 
2HB GLU A 53 150. 229 
1HG GLU A 53 152. 236 
2HG GLU A 53 153. 135 



N LEU A 54 151.083 

CA LEU A 54 150. 690 

C LEU A 54 150. 936 

0 LEU A 54 151.987 

CB LEU A 54 151.460 

CG LEU A 54 151.434 

CD1 LEU A 54 152. 561 

CD2 LEU A 54 150. 087 

H LEU A 54 151. 852 

HA LEU A 54 149. 635 



-0.550 - 
-0. 103 
0.891 
-0. 831 
-1.565 
-2.400 
-3.831 
-4.099 
-1.823 
-2.613 
-2.697 
-3. 607 
-1.856 
-1.326 
-2.409 
-0.811 
-1. 809 
-3.615 
-2. 134 
-4. 747 
-6. 152 
-6. 770 
-6. 563 
-6. 929 
-6. 309 
-6. 869 
-6. 552 
-4. 472 
-6. 202 



0.906 1.00 0.00 

1.534 1.00 0.00 
2.432 1.00 0.00 
2.789 1.00 0.00 
4.390 1.00 0.00 
5.137 1.00 0.00 
5.244 1.00 0.00 
5.948 1.00 0.00 

6.535 1.00 0.00 
7.365 1.00 0.00 
8.827 1.00 0.00 
9.524 1.00 0.00 
9.275 1.00 0.00 
4.797 1.00 0.00 
4.604 1.00 0.00 
6.440 1.00 0.00 
7.064 1.00 0.00 
6.968 1.00 0.00 
7.295 1.00 0.00 
4.540 1.00 0.00 
4.556 1.00 0.00 
5.929 1.00 0.00 
6.535 1.00 0.00 
3.488 1.00 0.00 
2.090 1.00 0.00 
1.236 1.00 0.00 
1.425 1.00 0.00 
3.997 1.00 0.00 
4.335 1.00 0.00 
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ATOM 759 1HB LEU A 54 152.490 -7,011 3.805 1.00 0.00 

ATOM 760 2HB LEU A 54 151.042 -7.922 3.424 1.00 0.00 

ATOM 761 HG LEU A 54 151.578 -5.241 2.175 1.00 0.00 

ATOM 762 1HD1 LEU A 54 153.480 -6.863 1.804 1.00 0.00 

ATOM 763 2HD1 LEU A 54 152.680 -6.260 0.352 1.00 0.00 

ATOM 764 3HD1 LEU A 54 152.324 -7.882 0.947 1.00 0.00 

ATOM 765 1HD2 LEU A 54 149.633 -7.438 1.847 1.00 0.00 

ATOM 766 2HD2 LEU A 54 150.229 -6.692 0.364 1.00 0.00 

ATOM 767 3HD2 LEU A 54 149.443 -5.702 1.595 1.00 0.00 

ATOM 768 N GLU A 55 149.958 -7.528 6.413 1.00 0.00 

ATOM 769 CA GLU A 55 150.067 -8.176 7.715 1.00 0.00 

ATOM 770 C GLU A 55 151.139 -9.261 7.696 1.00 0.00 

ATOM 771 0 GLU A 55 151.836 -9.478 8.686 1.00 0.00 

ATOM 772 CB GLU A 55 148.722 -8.779 8.123 1.00 0.00 

ATOM 773 CG GLU A 55 147.657 -7.739 8.430 1.00 0.00 



ATOM 774 


CD 


GLU A 


55 146.711 


-7. 512 


7.268 1.00 0.00 


ATOM 775 


0E1 


GLU A 


55 146.763 


-6.420 


6.663 1.00 0.00 


ATOM 776 


0E2 


GLU A 


55 145.916 


-8.426 


6.962 1.00 0.00 


ATOM 777 


H 


GLU A 


55 149.144 


-7.655 


5.884 1.00 0.00 


ATOM 778 


HA 


GLU A 


55 150.347 


-7. 424 


8.437 1.00 0.00 


ATOM 779 


1KB 


GLU A 


55 148.361 


-9.404 


7.319 1.00 0.00 


ATOM 780 


2HB 


GLU A 


55 148.864 


-9. 388 


9.003 1.00 0.00 


ATOM 781 


1HG 


GLU A 


55 147.083 


-8.069 


9.283 1.00 0.00 


ATOM 782 


2HG 


GLU A 


55 148.143 


-6.803 


8.667 1.00 0.00 


ATOM 783 


N 


ASP A 


56 151.263 


-9.943 


6.561 1.00 0.00 


ATOM 784 


CA 


ASP A 


56 152.251 


-11.006 


6.412 1.00 0.00 


ATOM 785 


C 


ASP A 


56 153.446 


-10.528 


5.596 1.00 0.00 


ATOM 786 


0 


ASP A 


56 153.285 


-9.897 


4.551 1.00 0.00 


ATOM 787 


CB 


ASP A 


56 151.617 


-12.228 


5.745 1.00 0.00 
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ATOM 788 


CG 


ASP A 


56 151.036 ■ 


-13. -601 


c i aa n aa 
0. 106 1. UU U. UU 


ATOM 789 


0D1 


ASP A 


56 149.897 


-13. DOO 


c en i An a aa 
0.041 l.UU U.UU 


ATOM 790 


0D2 


ASP A 


f— n ^ mm m 

56 151.722 


-13.49o 


7 7C/I i aa a nn 
/ . /04 1. UU U. UU 


ATOM 791 


H 


ASP A 


56 150.678 


A TO/4 

-9.7^4 


C QAC 1 AA A AA 
0. oUO l.UU U. UU 


ATOM 792 


HA 


ASP A 


56 152.591 


-ll.^ol 


n QOQ 1 AA A AA 

1 . oyy 1. uu u. uu 


ATOM 793 


1HB 


ASP A 


56 150.825 


1 i AAO 

-11.90Z 


C AQQ 1 AA A AA 

D.Uoy l.UU u.uu 


ATOM 794 


2HB 


ASP A 


56 152.370 


-12.744 


C 1 C7 1 AA A AA 

O. Lot 1. UU U. UU 


ATOM 795 


N 


GLU A 


57 154.646 


-10.834 


d f\7Q 1 AA A AA 

o.U/o l.UU U.UU 


ATOM 796 


CA 


GLU A 


57 155.870 


i r\ A OC 

-10.436 


C QQO 1 AA A AA 

o.oyz i.uu u.uu 


ATOM 797 


C 


GLU A 


57 155.928 


1 1 AO A 

-11.034 


O AA1 1 AA A AA 

o.yyi i.uu u.uu 


ATOM 798 


0 


GLU A 


57 156.352 


-12. 176 


O Ql A 1 AA A AA 
o.olU l.UU U.UU 


ATOM 799 


CB 


GLU A 


57 157.095 


-10. 872 


6.197 1.00 0.00 


ATOM 800 


CG 


GLU A 


57 157.104 


-10.349 


7.624 1.00 0.00 


ATOM 801 


CD 


GLU A 


57 156.564 


-11.358 


8.618 1.00 0.00 


ATOM 802 


0E1 


GLU A 


57 156.945 


-11.284 


9.805 1.00 0.00 



ATOM 803 


0E2 


GLU A 


57 155.759 ■ 


-12.221 


8.210 1.00 0.00 


ATOM 804 


H 


GLU A 


57 154.710 


-11.339 


6.915 1.00 0.00 


ATOM 805 


HA 


GLU A 


57 155.869 


-9.359 


5.311 1.00 0.00 


ATOM 806 


1HB 


GLU A 


57 157.123 


-11.951 


6.233 1.00 0.00 


ATOM 807 


2HB 


GLU A 


57 157.985 


-10.514 


5.700 1.00 0.00 


ATOM 808 


1HG 


GLU A 


57 158.120 


-10. 105 


7.898 1.00 0.00 


ATOM 809 


2HG 


GLU A 


57 156.496 


-9.458 


7.671 1.00 0.00 


ATOM 810 


N 


CYS A 


58 155.499 


-10. 256 


3.003 1.00 0.00 


ATOM 811 


CA 


CYS A 


58 155.502 


-10.709 


1.617 1.00 0.00 


ATOM 812 


C 


CYS A 


58 156.853 


-10.442 


0.960 1.00 0.00 


ATOM 813 


0 


CYS A 


58 157.328 


-9. 307 


0.933 1.00 0.00 


ATOM 814 


CB 


CYS A 


58 154.392 


-10. 013 


0.828 1.00 0.00 


ATOM 815 


SG 


CYS A 


58 154.271 


-10. 539 


-0.897 1.00 0.00 


ATOM 816 


H 


CYS A 


58 155.173 


-9.355 


3.210 1.00 0.00 
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ATOM 817 


TT A 

HA 


Lib A 


ATOM 818 


1 TTT) 

1HB 


CYS A 


ATOM 819 


2HB 


CYS A 


ATOM 820 


Tin 

HG 


CYS A 


ATOM 821 


N 


ATA A 

ALA A 


A /TWA * a**4 <"\ <"\ 

ATOM 822 


CA 


ATA A 

ALA A 


ATOM 823 


c 


ATA A 

ALA A 


ATOM 824 


0 


ATA A 

ALA A 


ATOM 825 


CB 


ATA A 

ALA A 


ATOM 826 


H 


ATA A 

ALA A 


ATOM 827 


TT A 

HA 


ATA A 

ALA A 


ATOM 828 


"i t m 

1HB 


ATA A 

ALA A 


ATOM 829 


a-VTf TTI 

2HB 


ATA A 

ALA A 


ATOM 830 


OTm 

3HB 


ATA A 

ALA A 


ATOM 831 


N 


r*T \T A 

GLY A 


ATOM 832 


CA 


GLY A 


ATOM 833 


C 


GLY A 


ATOM 834 


0 


GLY A 


a m/M f ri or 

ATOM 835 


TT 

H 


/IT \T A 

GLY A 


ATOM 836 


•1 TT A 

1HA 


/at \? a 

GLY A 


ATOM 837 


rtTT A 

2HA 


GLY A 


a rr\/"\i f o 

ATOM 838 


XT 

N 


CYS A 


ATOM 839 


CA 


CYS A 


ATOM 840 


C 


CYS A 


ATOM 841 


0 


CYS A 


ATOM 842 


CB 


CYS A 


ATOM 843 


SG 


CYS A 


ATOM 844 


H 


CYS A 


ATOM 845 


HA 


CYS A 



58 155.319 -11.773 
58 153.443 -10.217 
58 154.570 -8.947 

58 154.021 -11.467 

59 157.466 -11.496 
59 158.762 -11.375 
59 158.686 -10.433 
59 157.969 -10.698 
59 159.262 -12.744 
59 157.037 -12.376 
59 159.463 -10.974 
59 160.333 -12.710 
59 158. 788 -13. 021 

59 159.020 -13.474 

60 159.428 -9.334 
60 159.430 -8.369 
60 158.687 -7.096 
60 157.935 -6.561 
60 159.979 -9.176 
60 160.452 -8.119 

60 158.963 -8.816 

61 158.897 -6.610 
61 158.240 -5.392 
61 159.222 -4.494 
61 160.342 -4.903 
61 157.058 -5.738 
61 155.845 -6.842 
61 159.508 -7.081 
61 157.875 -4.863 



1.616 1.00 0.00 
1.300 1.00 0.00 
0.835 1.00 0.00 
■0.907 1.00 0.00 
0.431 1.00 0.00 
-0.226 1.00 0.00 
-1.423 1.00 0.00 
-2.389 1.00 0.00 
-0.661 1.00 0.00 
0.483 1.00 0.00 
0.491 1.00 0.00 
-0.800 1.00 0.00 
-1.592 1.00 0.00 

0.097 1.00 0.00 
-1.352 1.00 0.00 
-2.437 1.00 0.00 
-2.082 1.00 0.00 
-2.896 1.00 0.00 
-0.558 1.00 0.00 
-2.680 1.00 0.00 
-3.302 1.00 0.00 
-0.863 1.00 0.00 
-0.402 1.00 0.00 

0.343 1.00 0.00 

0.652 1.00 0.00 

0.505 1.00 0.00 
-0.254 1.00 0.00 
-0.258 1.00 0.00 
-1.270 1.00 0.00 

tHfE# 2003-3083148 



mm 2 0 02-23612 9 ^t- v : 492/ 

ATOM 846 1HB CYS A 61157.427 -6.219 1.397 1.00 0.00 

ATOM 847 2HB CYS A 61156.547 -4.826 0.779 1.00 0.00 

ATOM 848 HG CYS A 61154.969 -6.511 -0.042 1.00 0.00 

ATOM 849 N THR A 62 158.796 -3.268 0.629 1.00 0.00 

ATOM 850 CA THR A 62 159.637 -2.311 1.338 1.00 0.00 

ATOM 851 C THR A 62 159.197 -2.171 2.790 1.00 0.00 

ATOM 852 0 THR A 62 158.253 -2.829 3.230 1.00 0.00 

ATOM 853 CB THR A 62 159.591 -0.949 0.645 1.00 0.00 

ATOM 854 0G1 THR A 62 158.350 -0.308 0.879 1.00 0.00 

ATOM 855 CG2 THR A 62 159.791 -1.031 -0.853 1.00 0.00 

ATOM 856 H THR A 62 157.894 -3.000 0.357 1.00 0.00 

ATOM 857 HA THR A 62 160.651 -2.682 1.316 1.00 0.00 

ATOM 858 HB THR A 62 160.376 -0.325 1.050 1.00 0.00 

ATOM 859 HG1 THR A 62 157.639 -0.850 0.529 1.00 0.00 

ATOM 860 1HG2 THR A 62 158.928 -1.498 -1.305 1.00 0.00 

ATOM 861 2HG2 THR A 62 160.671 -1.618 -1.067 1.00 0.00 

ATOM 862 3HG2 THR A 62 159.913 -0.036 -1.254 1.00 0.00 
ATOM 863 
ATOM 864 
ATOM 865 
ATOM 866 
ATOM 867 
ATOM 868 
ATOM 869 
ATOM 870 
ATOM 871 
ATOM 872 
ATOM 873 
ATOM 874 



N 


ASP A 


63 159.886 


-1.310 


3.533 1.00 0.00 


CA 


ASP A 


63 159.564 


-1.083 


4.937 1.00 0.00 


C 


ASP A 


63 158.915 


0.283 


5.133 1.00 0.00 


0 


ASP A 


63 159.079 


0.916 


6.177 1.00 0.00 


CB 


ASP A 


63 160.827 


-1.189 


5.794 1.00 0.00 


CG 


ASP A 


63 161.869 


-0. 155 


5.418 1.00 0.00 


ODl 


ASP A 


63 162.279 


0.624 


6.304 1.00 0.00 


0D2 


ASP A 


63 162.277 


-0.124 


4.237 1.00 0.00 


H 


ASP A 


63 160.627 


-0. 815 


3.126 1.00 0.00 


HA 


ASP A 


63 158.866 


-1.847 


5.245 1.00 0.00 


1HB 


ASP A 


63 160.564 


-1.046 


6.832 1.00 0.00 


2HB 


ASP A 


63 161.258 


-2. 171 


5.668 1.00 0.00 



tbSE^F 2003-3083148 



mm 2 0 0 2-2 3 6 1 2 9 '. 493/ 

4.122 1.00 0.00 
4.204 1.00 0.00 
3.362 1.00 0.00 



ATOM 875 


N 


AT \7 A 

GLY A 


r> a i rft 1 OA 

64 158.180 


A 1*5 A 


ATOM 876 


f~\ ft 

CA 


GLY A 


64 157.517 


O AOO 


ATOM 877 


c 


GLY A 


f* A 1 CO OAO 

64 158.203 


O AO 1 

3. Ool 


ATOM 878 


0 


AT \T A 

GLY A 


PA 1 PO T A c 

64 158. 146 


A OTA 

4. 269 


ATOM 879 


H 


AT \T A 

GLY A 


/* a i co ao r 

64 158.085 


a i on 
0. 187 


ATOM 880 


1 TT A 

1HA 


r^j XT A 

GLY A 


f* A 1 C A il AO 

64 156.498 


1 A 1 O 

1. 913 


ATOM 881 


OTT A 

2HA 


at \r a 

GLY A 


f* A "1 C7 CI 1 

64 157.511 


Z. 34/ 


ATOM 882 


N 


T<¥Tr> A 

THR A 


nrr i CO OCO 

65 158.852 


O CCA 


ATOM 883 


CA 


THR A 


/• C "1 CA CCO 

65 159.552 


3. 569 


ATOM 884 


c 


rpTTn A 

THR A 


/* C 1 C A 1 OA 

65 159. 130 


O OCA 

3. 35U 


ATOM 885 


0 


/*pT TT"> A 

THR A 


r*r- i CA HI O 

65 159.318 


2. 267 


ATOM 886 


CB 


THR A 


r c i r i a r* c 

65 161.065 


O OAO 

3. 392 


ATOM 887 


OGl 


THR A 


65 161.396 


O AOO 

L. UZ3 


ATOM 888 


CG2 


THR A 


a c i r i £ c /i 

65 161.654 


A 1 AO 

4. 148 


ATOM 889 


TT 

H 


THR A 


/•C "ICO OA* "1 

65 158.861 


1. 690 


ATOM 890 


HA 


THR A 


/* p- t r^rv AAA 

65 159.290 


4. 5/b 


ft mAi r /\ "l 

ATOM 891 


HB 


THR A 


65 161.541 


O TC 1 

3. 751 


ATOM 892 


HG1 


THR A 


65 161.415 


1. 594 


ATOM 893 


1HG2 THR A 


/"» r- t /*A OCn 

65 160.857 


A COA 

4. 539 


ATOM 894 


2HG2 THR A 


/■» i— -i /» OCA 

65 162.259 


A ACC 

4. 9bb 


ATOM 895 


3HG2 THR A 


r> i— 1 /*0 0/*0 

65 162.268 


O A OO 

3. 48Z 


ATOM 896 


N 


PHE A 


1 CO C /* A 

66 158.560 


4. 3oo 


ATOM 897 


CA 


PHE A 


tco no 

66 158. 112 


>1 OA/1 

4. 3U4 


ATOM 898 


C 


PHE A 


1 CA AOA 

66 159.029 


C 1 AO 

5. lUo 


ATOM 899 


0 


PHE A 


/*/* "ICA TIC 

66 159. 115 


r ooi 

6. 331 


ATOM 900 


CB 


PHE A 


66 156.675 


4.814 


ATOM 901 


CG 


PHE A 


66 156.029 


4.474 


ATOM 902 


CD1 


PHE A 


66 155.625 


5.475 


ATOM 903 


CD2 


PHE A 


66 155.826 


3.153 



3.315 1.00 0.00 
3.865 1.00 0.00 
5.233 1.00 0.00 
2.285 1.00 0.00 
1.395 1.00 0.00 



1.530 1.00 0.00 
1.693 1.00 0.00 
2.700 1.00 0.00 
2.085 1.00 0.00 
1.685 1.00 0.00 
0.629 1.00 0.00 
0.834 1.00 0.00 
3.315 1.00 0.00 
2.333 1.00 0.00 
3.288 1.00 0.00 



ai§E# 2 0 0 3 
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2 0 0 2 -2 6 6 1 2 9 ^ ; 434/ 



ATOM 904 CE1 PHE A 66 155.032 5.165 -5.562 1.00 0.00 

ATOM 905 CE2 PHE A 66 155.232 2.836 -5.057 1.00 0.00 

ATOM 906 CZ PHE A 66 154.834 3.843 -5.914 1.00 0.00 

ATOM 907 H PHE A 66 158.438 5.222 -0.168 1.00 0.00 

ATOM 908 HA PHE A 66 158.143 3.268 -2.347 1.00 0.00 

ATOM 909 1HB PHE A 66 156.077 4.380 -1.385 1.00 0.00 

ATOM 910 2HB PHE A 66 156.672 5.890 -2.068 1.00 0.00 

ATOM 911 HD1 PHE A 66 155.780 6.509 -4.080 1.00 0.00 

ATOM 912 HD2 PHE A 66 156.137 2.364 -3.179 1.00 0.00 

ATOM 913 HE1 PHE A 66 154.721 5.954 -6.2311.00 0.00 

ATOM 914 HE2 PHE A 66 155.080 1.803 -5.329 1.00 0.00 

ATOM 915 HZ PHE A 66 154.371 3.598 -6.858 1.00 0.00 

ATOM 916 N ARG A 67 159.713 4.411 -3.867 1.00 0.00 

ATOM 917 CA ARG A 67 160.624 5.059 -4.803 1.00 0.00 

ATOM 918 C ARG A 67 161.735 5.794 -4.062 1.00 0.00 

ATOM 919 0 ARG A 67 162.174 6.864 -4.482 1.00 0.00 



ATOM 920 


CB 


ARG A 


67 159.858 


6.036 


-5.698 1.00 0.00 


ATOM 921 


CG 


ARG A 


67 158.819 


5.365 


-6.581 1.00 0.00 


ATOM 922 


CD 


ARG A 


67 158.307 


6.310 


-7.654 1.00 0.00 


ATOM 923 


NE 


ARG A 


67 159.178 


6.330 


-8.827 1.00 0.00 


ATOM 924 


CZ 


ARG A 


67 159.307 


5.310 


-9.672 1.00 0.00 


ATOM 925 


Mil 


ARG A 


67 158.624 


4.189 


-9.480 1.00 0.00 


ATOM 926 


NH2 


ARG A 


67 160.122 


5.412 


-10.714 1.00 0.00 


ATOM 927 


H 


ARG A 


67 159.602 


3.438 


-3.904 1.00 0.00 


ATOM 928 


HA 


ARG A 


67 161.066 


4.291 


-5.420 1.00 0.00 


ATOM 929 


1HB 


ARG A 


67 159.357 


6.759 


-5.074 1.00 0.00 


ATOM 930 


2HB 


ARG A 


67 160.564 


6.549 


-6.336 1.00 0.00 


ATOM 931 


1HG 


ARG A 


67 159.266 


4.504 


-7.056 1.00 0.00 


ATOM 932 


2HG 


ARG A 


67 157.989 


5.048 


-5.965 1.00 0.00 



fcBfiE# 2003-3083148 



WM2 0 0 2 - 2 3 6 1 2 9 



ATOM 933 


1HD 


ATOM 934 


2HD 


ATOM 935 


HE 


ATOM 936 


1HH1 


ATOM 937 


2HH1 


ATOM 938 


1HH2 


ATOM 939 


2HH2 


ATOM 940 


N 


ATOM 941 


CA 


ATOM 942 


C 


ATOM 943 


0 


ATOM 944 


H 


ATOM 945 


1HA 


ATOM 946 


2HA 


ATOM 947 


N 


ATOM 948 


CA 


ATOM 949 


C 


ATOM 950 


0 


ATOM 951 


CB 


ATOM 952 


OGl 


ATOM 953 


CG2 


ATOM 954 


H 


ATOM 955 


HA 


ATOM 956 


HB 


ATOM 957 


HG1 



ATOM 958 1HG2 

ATOM 959 2HG2 

ATOM 960 3HG2 

ATOM 961 N 



ARG A 67 157. 321 
ARG A 67 158. 250 
ARG A 67 159. 695 
ARG A 67 158. 008 
ARG A 67 158. 725 
ARG A 67 160. 639 
ARG A 67 160. 219 
GLY A 68 162. 187 
GLY A 68 163. 243 
GLY A 68 162. 762 
GLY A 68 163. 536 
GLY A 68 161.800 
GLY A 68 163.632 
GLY A 68 164.037 
THR A 69 161.481 
THR A 69 160.897 
THR A 69 160.046 
THR A 69 158. 867 
THR A 69 160. 049 
THR A 69 160. 737 
THR A 69 159. 669 
THR A 69 160. 914 
THR A 69 161.706 
THR A 69 159. 135 
THR A 69 161.578 
THR A 69 160. 045 
THR A 69 160. 099 
THR A 69 158. 594 
ARG A 70 160. 651 



5.990 -7.957 1.00 0.00 
7.306 -7.242 1.00 0.00 
7.147 -8.993 1.00 0.00 
4.106 -8.697 1.00 0.00 
3.426 -10.119 1.00 0.00 
6.254 -10.864 1.00 0.00 
4.646 -11.348 1.00 0.00 
5.212 -2.955 1.00 0.00 
5.827 -2.173 1.00 0.00 
7.037 -1.396 1.00 0.00 
7.953 -1.119 1.00 0.00 
4.359 -2.667 1.00 0.00 
5.098 -1.478 1.00 0.00 
6.132 -2.838 1.00 0.00 
7.040 -1.044 1.00 0.00 
8.147 -0.295 1.00 0.00 
7.632 0.861 1.00 0.00 
7.323 0.687 1.00 0.00 
9.023 -1.217 1.00 0.00 
9.293 -2.425 1.00 0.00 
10.351 -0.598 1.00 0.00 
6.280 -1.294 1.00 0.00 
8.738 0.105 1.00 0.00 
8.498 -1.457 1.00 0.00 
9.711 -2.228 1.00 0.00 
11.156 -1.213 1.00 0.00 
10.423 0.390 1.00 0.00 
10.423 -0.530 1.00 0.00 
7.542 2.041 1.00 0.00 
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v: 496/ 



ATOM 962 


CA 


ARG A 


ATOM 963 


c 


mn a 

ARG A 


ATOM 964 


0 


ARG A 


ATOM 965 


CB 


a no a 

ARG A 


ATOM 966 


CG 


a a 

ARG A 


ATOM 967 


CD 


inn a 

ARG A 


ATOM 968 


NE 


A TJ/"\ A 

ARG A 


ATOM 969 


cz 


a Tsf^ A 

ARG A 


ATOM 970 


XTTT1 

NH1 


»nn a 

ARG A 


ATOM 971 


NH2 


a r»r» a 

ARG A 


ATOM 972 


TT 

H 


a r>/"* a 

ARG A 


a rrV\n t Ar70 

ATOM 973 


TT A 

HA 


ARG A 


ATOM 974 


1HB 


A T»r* A 

ARG A 


ATOM 975 


2HB 


A T»i"* A 

ARG A 


ATOM 976 


1HG 


A T*/~* A 

ARG A 


ATOM 977 


2HG 


A fl/"* A 

ARG A 


ATOM 978 


1HD 


ARG A 


ATOM 979 


2HD 


ARG A 


ATOM 980 


HE 


ARG A 


ATOM 981 


1HH1 ARG A 


ATOM 982 


2HH1 ARG A 


ATOM 983 


1HH2 ARG A 


ATOM 984 


2HH2 ARG A 


ATOM 985 


N 


TYR A 


ATOM 986 


CA 


TYR A 


ATOM 987 


C 


TYR A 


ATOM 988 


0 


TYR A 


ATOM 989 


CB 


TYR A 


ATOM 990 


CG 


TYR A 



70 159.949 7.064 

70 158.808 8.005 

70 158.979 9.224 

70 160.920 6.931 

70 160.340 6.178 

70 160.741 6.817 

70 161.752 6.032 

70 163.055 6.085 

70 163.511 6.883 

70 163.905 5.337 

70 161.592 7.802 

70 159.538 6.091 

70 161.803 6.407 

70 161.203 7.920 

70 159.263 6.180 

70 160.703 5.159 

70 161.136 7.802 

70 159.863 6.899 

70 161.444 5.432 

70 162.877 7.450 

70 164.491 6.919 

70 163.567 4.734 

70 164.884 5.377 

71 157.646 7.431 
71 156.476 8.218 
71 156.055 7.920 
71 155.648 8.817 
71 155.316 7.932 
71 155.479 8.569 



3.226 1.00 0.00 
3.600 1.00 0.00 
3.623 1.00 0.00 
4.401 1.00 0.00 
5.588 1.00 0.00 
6.909 1.00 0.00 
7.613 1.00 0.00 
7.344 1.00 0.00 
6.385 1.00 0.00 
8.033 1.00 0.00 
2.115 1.00 0.00 
2.999 1.00 0.00 
4.066 1.00 0.00 
4.732 1.00 0.00 

5.511 1.00 0.00 

5.566 1.00 0.00 

6.714 1.00 0.00 

7.533 1.00 0.00 

8.325 1.00 0.00 

5.861 1.00 0.00 

6.190 1.00 0.00 

8.756 1.00 0.00 

7.832 1.00 0.00 

3.890 1.00 0.00 

4.264 1.00 0.00 

5.700 1.00 0.00 

6.437 1.00 0.00 

3.309 1.00 0.00 

1.948 1.00 0.00 

ffiffiE# 2003-3083148 











2 0 0 2 


— 2 3 6 


ATOM QQ1 


cm 


TVP A 
1 Ilv A 


71 


1 GiR QQ7 


7 80Q 

/ • Owe/ 


ATOM QQ9 


P09 


TVP A 
1 ixv A 


71 


ice 717 
100. / 1 / 


Q QQQ 
i7. i/OO 


ATOM QQ3 


ppi 


TVP A 
1 Ilv A 


71 
/ 1 


100. 04 / 


Q QQQ 
O. OOJ7 


ATOM QQA 


PP9 


TVP A 
1 Ilv A 


71 
/ 1 


1 RA7 
100. ou / 


10 ^90 


ATOM QQR 




TVP A 
1 Ilv A 


71 


1^^ 7ft 1 
100. ioX 


Q 74^ 

Urn I ftO 


ATOM QQA 


oh 
un 


TVP A 
1 Ilv A 


71 


I^R QQ1 

ioo. yoi 


10 ?9^ 


ATOM QQ7 


u 
n 


TYP A 

1 1 Iv A 


71 

/ 1 


1 R79 

10 f . 0 1 Li 


A^A 

D. ftUft 


ATOM QQR 


HA 
fin 


TYP A 

1 IJV A 


71 
/ 1 


1 Rfc 7A9 


Q 9fi9 


ATOM QQQ 

a i uivi yy y 


JLilD 


TVP A 
1 Ilv A 


71 
/ 1 


1 9^9 
100. 6oL* 


RAA 
0. oOft 


atom 1000 


OLTO 


TVP A 
1 Ilv A 


71 
/ X 


1 /LOT 


Q QOR 
O. OUO 


atom iooi 

A1U1VI 1UU1 


HOI 


TVP A 

1 Ilv A 


71 


IOO. Zlo 


7AR 
u. # fto 


ATOM 1009 
AlUM X\J\Jli 


HH9 


TVP A 
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0.788 1.00 0.00 
1.823 1.00 0.00 

-0.457 1.00 0.00 
0.581 1.00 0.00 

-0.555 1.00 0.00 

-1.793 1.00 0.00 
3.855 1.00 0.00 
4.190 1.00 0.00 
3.166 1.00 0.00 
3.744 1.00 0.00 
0.869 1.00 0.00 
2.716 1.00 0.00 

-1.347 1.00 0.00 
0.506 1.00 0.00 

-1.814 1.00 0.00 
6.089 1.00 0.00 

7.436 1.00 0.00 
7.984 1.00 0.00 
7.320 1.00 0.00 

7.437 1.00 0.00 
6.328 1.00 0.00 
5.055 1.00 0.00 
6.559 1.00 0.00 
4.033 1.00 0.00 
5.541 1.00 0.00 
4.276 1.00 0.00 
5.455 1.00 0.00 
8.068 1.00 0.00 
8.375 1.00 0.00 
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ATOM 1020 
ATOM 1021 
ATOM 1022 
ATOM 1023 
ATOM 1024 
ATOM 1025 
ATOM 1026 
ATOM 1027 
ATOM 1028 
ATOM 1029 
ATOM 1030 
ATOM 1031 
ATOM 1032 
ATOM 1033 
ATOM 1034 
ATOM 1035 
ATOM 1036 
ATOM 1037 
ATOM 1038 
ATOM 1039 
ATOM 1040 
ATOM 1041 
ATOM 1042 
ATOM 1043 
ATOM 1044 
ATOM 1045 
ATOM 1046 
ATOM 1047 
ATOM 1048 



2HB PHE A 

HD1 PHE A 

HD2 PHE A 

HE1 PHE A 

HE2 PHE A 

HZ PHE A 



N THR A 
CA THR A 
C THR A 
0 THR A 
CB THR A 
0G1 THR A 
CG2 THR A 
H THR A 
HA THR A 
HB THR A 
HG1 THR A 
1HG2 THR A 
2HG2 THR A 
3HG2 THR A 
N CYS A 
CA CYS A 
C CYS A 
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SG 
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HA 



CYS A 
CYS A 
CYS A 
CYS A 
CYS A 



1HB CYS A 



72 153.654 
72 153.721 
72 154.517 
72 153.338 
72 154.137 

72 153.547 

73 156.533 
73 157.409 
73 156.665 
73 155.816 
73 157.964 
73 157.040 
73 159.273 
73 155.738 
73 158.230 
73 158.133 
73 157.405 
73 159.290 
73 160.093 

73 159.369 

74 156.991 
74 156.354 
74 157.390 
74 158.591 
74 155.323 
74 153.706 
74 157.676 
74 155.850 
74 155.694 



6.431 
6.142 
2.937 
4.530 
1.319 
2.115 
4.750 
3.775 
2.470 
2.398 
4.337 
5.231 
5.077 
5.066 
3.576 
3.520 
5.572 
5.554 
4.377 
5.824 
1.440 
0.138 
-0. 982 
-0. 728 
-0. 083 
0.652 
1.559 
0.125 
0.350 



7.333 1.00 0.00 
4.864 1.00 0.00 
7.548 1.00 0.00 
3.045 1.00 0.00 
5.734 1.00 0.00 
3.479 1.00 0.00 
9.202 1.00 0.00 
9.840 1.00 0.00 
10.108 1.00 0.00 
10.997 1.00 0.00 
11.151 1.00 0.00 
11.743 1.00 0.00 
10.977 1.00 0.00 
9.682 1.00 0.00 
9.168 1.00 0.00 
11.837 1.00 0.00 
12.564 1.00 0.00 
10.008 1.00 0.00 
11.048 1.00 0.00 
11.749 1.00 0.00 
9.335 1.00 0.00 
9.488 1.00 0.00 
9.465 1.00 0.00 
9.368 1.00 0.00 
8.379 1.00 0.00 
8.718 1.00 0.00 
8.643 1.00 0.00 
10.442 1.00 0.00 
7.462 1.00 0.00 
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ATOM 1049 2HB CYS A 74 155.180 -1.144 8.237 1.00 0.00 
ATOM 1050 HG CYS A 74 153.749 1.078 9.577 1.00 0.00 
ATOM 1051 N ALA A 75 156.918 -2.220 9.553 1.00 0.00 
ATOM 1052 CA ALA A 75 157.803 -3.378 9.542 1.00 0.00 
ATOM 1053 C ALA A 75 158.397 -3.602 8.156 1.00 0.00 
ATOM 1054 0 ALA A 75 157.882 -3.095 7.160 1.00 0.00 
ATOM 1055 CB ALA A 75 157.053 -4.619 10.004 1.00 0.00 
ATOM 1056 H ALA A 75 155.951 -2.359 9.628 1.00 0.00 
ATOM 1057 HA ALA A 75 158.605 -3.190 10.2411.00 0.00 
ATOM 1058 1HB ALA A 75 157.153 -4.723 11.074 1.00 0.00 
ATOM 1059 2HB ALA A 75 157.466 -5.490 9.518 1.00 0.00 
ATOM 1060 3HB ALA A 75 156.008 -4.525 9.747 1.00 0.00 
ATOM 1061 N LEU A 76 159.484 -4.366 8.100 1.00 0.00 
ATOM 1062 CA LEU A 76 160.148 -4.658 6.836 1.00 0.00 
ATOM 1063 C LEU A 76 159.378 -5.712 6.046 1.00 0.00 
ATOM 1064 0 LEU A 76 158.795 -6.631 6.623 1.00 0.00 
ATOM 1065 CB LEU A 76 161.579 -5.137 7.087 1.00 0.00 
ATOM 1066 CG LEU A 76 162.627 -4.025 7.176 1.00 0.00 
ATOM 1067 CD1 LEU A 76 163.728 -4.406 8.153 1.00 0.00 
ATOM 1068 CD2 LEU A 76 163.208 -3.731 5.802 1.00 0.00 
ATOM 1069 H LEU A 76 159.846 -4.742 8.929 1.00 0.00 
ATOM 1070 HA LEU A 76 160.179 -3.745 6.259 1.00 0.00 
ATOM 1071 1HB LEU A 76 161.593 -5.692 8.013 1.00 0.00 
ATOM 1072 2HB LEU A 76 161.861 -5.800 6.284 1.00 0.00 
ATOM 1073 HG LEU A 76 162.155 -3.124 7.541 1.00 0.00 
ATOM 1074 1HD1 LEU A 76 164.661 -3.965 7.834 1.00 0.00 
ATOM 1075 2HD1 LEU A 76 163.828 -5.481 8.180 1.00 0.00 
ATOM 1076 3HD1 LEU A 76 163.476 -4.044 9.139 1.00 0.00 
ATOM 1077 1HD2 LEU A 76 164.135 -4.272 5.681 1.00 0.00 
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ATOM 1078 2HD2 LEU A 76 163.395 -2.671 5.708 1.00 0.00 
ATOM 1079 3HD2 LEU A 76 162.508 -4.041 5.040 1.00 0.00 
ATOM 1080 N LYS A 77 159.379 -5.572 4.724 1.00 0.00 
ATOM 1081 CA LYS A 77 158.681 -6.513 3.857 1.00 0.00 
ATOM 1082 C LYS A 77 157.188 -6.536 4.170 1.00 0.00 
ATOM 1083 0 LYS A 77 156.545 -7.584 4.103 1.00 0.00 
ATOM 1084 CB LYS A 77 159.268 -7.917 4.0111.00 0.00 
ATOM 1085 CG LYS A 77 160.742 -8.002 3.648 1.00 0.00 
ATOM 1086 CD LYS A 77 160.936 -8.190 2.152 1.00 0.00 
ATOM 1087 CE LYS A 77 162.179 -7.470 1.656 1.00 0.00 
ATOM 1088 NZ LYS A 77 162.702 -8.067 0.396 1.00 0.00 
ATOM 1089 H LYS A 77 159.861 -4.819 4.324 1.00 0.00 
ATOM 1090 HA LYS A 77 158.816 -6.185 2.837 1.00 0.00 
ATOM 1091 1HB LYS A 77 159.154 -8.231 5.038 1.00 0.00 
ATOM 1092 2HB LYS A 77 158.722 -8.595 3.373 1.00 0.00 
ATOM 1093 1HG LYS A 77 161.232 -7.089 3.952 1.00 0.00 
ATOM 1094 2HG LYS A 77 161.183 -8.840 4.168 1.00 0.00 
ATOM 1095 1HD LYS A 77 161.036 -9.245 1.942 1.00 0.00 
ATOM 1096 2HD LYS A 77 160.073 -7.799 1.634 1.00 0.00 
ATOM 1097 1HE LYS A 77 161.932 -6.434 1.478 1.00 0.00 
ATOM 1098 2HE LYS A 77 162.943 -7.531 2.418 1.00 0.00 
ATOM 1099 1HZ LYS A 77 162.608 -9.102 0.425 1.00 0.00 
ATOM 1100 2HZ LYS A 77 163.706 -7.824 0.274 1.00 0.00 
ATOM 1101 3HZ LYS A 77 162.168 -7.703 -0.419 1.00 0.00 
ATOM 1102 N LYS A 78 156.643 -5.373 4.513 1.00 0.00 
ATOM 1103 CA LYS A 78 155.224 -5.259 4.837 1.00 0.00 
ATOM 1104 C LYS A 78 154.686 -3.886 4.449 1.00 0.00 
ATOM 1105 0 LYS A 78 153.863 -3.308 5.158 1.00 0.00 
ATOM 1106 CB LYS A 78 155.000 -5.505 6.330 1.00 0.00 
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